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TITLE- ABSTR-KEY(mercapto and pyrimidine) and TITLE- ABSTR-KEY(acetal) 
[All Sources^ All Sciences -)] 



Copyright © 2006 Elsevier B.V. All rights reserved. 
ScienceDirect® is a registered trademark of Elsevier B.V. 
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C:\Program Files\Stnexp\Queries\1 081 6554 (a).str 




chain nodes : 

7 9 10 
ring nodes : 

1 2 3 4 5 6 
chain bonds : 

3-9 
ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 
exact/norm bonds : 

3-9 

normalized bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 
isolated ring systems : 

containing 1 : 



Match level : 

1:Atom 2:Atom 3:Atom 4:Atom 5:Atom 6:Atom 7:CLASS8:Atom 9:CLASS10:CLASS11:Atom 
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16 


«. r 




CHO 


10 



chain nodes : 

7 9 10 13 14 15 16 17 18 19 
ring nodes : 

1 2 3 4 5 6 
chain bonds : 

3-9 13-14 13-15 15-16 15-17 16-18 17-19 
ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 
exact/norm bonds : 

3-9 15-16 15-17 16-18 17-19 
exact bonds : 

13-14 13-15 
normalized bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 
isolated ring systems : 

containing 1 : 



Match level : 

1:Atom 2:Atom 3:Atom 4:Atom 5:Atom 6:Atom 7:CLASS8:Atom 9:CLASS10:CLASS11:Atom 13:CLASS 

1 4:CLASS1 5:CLASS1 6:CLASS1 7:CLASS1 8:CLASS1 9:CLASS 
fragments assigned product role: 

containing 1 
fragments assigned reactant/reagent role: 



containing 13 
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chain nodes : 

7 9 10 13 14 15 

ring nodes : 

1 2 3 4 5 6 

chain bonds : 

3-9 13-14 13-15 15 

ring bonds : 

1-2 1-6 2-3 3-4 4 

exact/norm bonds : 

3-9 15-16 15-17 16 

exact bonds : 

13-14 13-15 

normalized bonds : 

1-2 1-6 2-3 3-4 4 

isolated ring systems 

containing 1 : 



16 17 18 19 

16 15-17 16-18 17-19 
5 5-6 
18 17-19 

5 5-6 



Match level : 

l:Atom 2: Atom 3: Atom 4: Atom 5: Atom 6: Atom 7: CLASS 8: Atom 9: CLASS 10: CLASS 
11: Atom 13: CLASS 14: CLASS 15: CLASS 16: CLASS 17: CLASS 18: CLASS 19: CLASS 
fragments assigned product role: 
containing 1 

fragments assigned reactant/ reagent role: 
containing 13 



LI STRUCTURE UPLOADED 

=> d 11 

LI HAS NO ANSWERS 
LI STR 
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Structure attributes must be viewed using STN Express query preparation. 



=> s 11 sss sam 

SAMPLE SEARCH INITIATED 14:58:17 FILE 1 CAS REACT 1 
SCREENING COMPLETE - 21 REACTIONS TO VERIFY FROM 



100.0% DONE 21 VERIFIED 

SEARCH TIME: 00.00.01 



0 HIT RXNS 



5 DOCUMENTS 
0 DOCS 



FULL FILE PROJECTIONS: ONLINE **COMPLETE** 

BATCH **COMPLETE** 

PROJECTED VERIFICATIONS: 146 TO 694 
PROJECTED ANSWERS: 0 TO 0 



L2 



0 SEA SSS SAM LI ( 



0 REACTIONS) 



=> s 11 sss ful 

FULL SEARCH INITIATED 14:59:19 FILE 'CASREACT* 
SCREENING COMPLETE - 405 REACTIONS TO VERIFY FROM 



100.0% DONE 405 VERIFIED 

SEARCH TIME: 00.00.01 



0 HIT RXNS 



76 DOCUMENTS 
0 DOCS 



L3 



0 SEA SSS FUL LI ( 



0 REACTIONS) 



=> => 

Uploading C:\Program Files\Stnexp\Queries\10816554 (a).str 
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SS 






CD 



chain nodes : 

7 9 10 

ring nodes : 

1 2 3 4 5 6 

chain bonds : 

3-9 

ring bonds : 

1-2 1-6 2-3 3-4 4-5 5-6 

exact/norm bonds : 

3-9 

normalized bonds : 
1-2 1-6 2-3 3-4 4-5 5-6 
isolated ring systems : 
containing 1 : 



Match level : 

l:Atom 2:Atom 3:Atom 4:Atom 5:Atom 6:Atom 7:CLASS 8:Atom 9:CLASS 10:CLASS 
11: Atom 



L4 STRUCTURE UPLOADED 

=> d 14 

L4 HAS NO ANSWERS 
L4 STR 



SH 




CHO 
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Structure attributes must be viewed using STN Express query preparation. 



=> s 14 sss sam 

SAMPLE SEARCH INITIATED 15:00:40 FILE 1 REGISTRY 1 
SAMPLE SCREEN SEARCH COMPLETED - 5406 TO ITERATE 

37.0% PROCESSED 2000 ITERATIONS 0 ANSWERS 

INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED) 
SEARCH TIME: 00.00.01 

FULL FILE PROJECTIONS: ONLINE **COMPLETE** 

BATCH ** COMPLETE** 
PROJECTED ITERATIONS: 103712 TO 112528 

PROJECTED ANSWERS: 0 TO 0 

L5 0 SEA SSS SAM L4 

=> s 14 sss ful 

FULL SEARCH INITIATED 15:00:51 FILE 1 REGISTRY ' 
FULL SCREEN SEARCH COMPLETED - 108173 TO ITERATE 

100.0% PROCESSED 108173 ITERATIONS 1 ANSWERS 

SEARCH TIME: 00.00.01 

L6 1 SEA SSS FUL L4 

=> => s 16 

L7 7 L6 

=> d 17 1-7 bib, ab, hitstr 
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L7 ANSWER 1 OF 7 CAPLUS COPYRIGHT 2006 ACS on STN 
AN 2004:205964 CAPLUS 
DN 142:74474 

TI Product class 12: pyrimidines 
AU von Angerer, S. 
CS Germany 

SO Science of Synthesis (2004), 16, 379-572 

CODEN: SSCYJ9 
PB Georg Thieme Verlag 
DT Journal; General Review 
LA English 

AB A review. Methods for preparing pyrimidines are reviewed including 
cyclization, ring transformation, aromatization and substituent 
modification. 
IT 105161-35-1P 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 

(preparation of pyrimidines via cyclization, ring transformation, 
aromatization and substituent modification) 
RN 105161-35-1 CAPLUS 

CN 5-Pyrimidinecarboxaldehyde, 4-amino-l, 2-dihydro-2-thioxo- (9CI) (CA INDEX 
NAME) 




RE.CNT 856 THERE ARE 856 CITED REFERENCES AVAILABLE FOR THIS RECORD 
ALL CITATIONS AVAILABLE IN THE RE FORMAT 
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L7 ANSWER 2 OF 7 CAPLUS COPYRIGHT 2006 ACS on STN 

AN 2004:143149 CAPLUS 

DN 140:199338 

TI Preparation of 6-alkoxy-pyridopyrimidines as p-38 MAP kinase inhibitors 

IN Go ldstein, David Michael; Lim, Julie Anne 

PA F. Hoffmann-La Roche Ag, Switz . 



SO PCT Int. Appl. 

CODEN: PIXXD2 
DT Patent 
LA English 
FAN.CNT 1 

PATENT NO. 



55 pp. 



KIND DATE 



APPLICATION NO. 



DATE 



PI 



WO 


2004014907 




Al 




20040219 




WO 2003- 


EP8357 




20030729 




W: 


AE, 


AG, 


AL, 


AM, 


AT, 


AU, 


AZ, 


BA, 


BB, 


BG, 


BR, 


BY, 


BZ, 


CA, 


CH, CN, 






CO, 


CR, 


CU, 


CZ, 


DE, 


DK, 


DM, 


DZ, 


EC, 


EE, 


ES, 


FI, 


GB, 


GD, 


GE, GH, 






GM, 


HR, 


HU, 


ID, 


IL, 


IN, 


IS, 


JP/ 


KE, 


KG, 


KP, 


KR, 


KZ, 


LC, 


LK, LR, 






LS, 


LT, 


LU, 


LV, 


MA, 


MD, 


MG, 


MK, 


MN, 


MW, 


MX, 


MZ, 


NO, 


NZ, 


OM, PH, 






PL, 


PT, 


RO, 


RU, 


SC, 


SD, 


SE, 


SG, 


SK, 


SL, 


SY, 


TJ, 


TM, 


TN, 


TR, TT, 






TZ, 


UA, 


UG, 


UZ, 


vc, 


VN, 


YU, 


ZA, 


ZM, 


zw 














RW: 


GH, 


GM, 


KE, 


LS, 


MW, 


MZ, 


SD, 


SL, 


SZ, 


TZ, 


UG, 


ZM, 


ZW, 


AM, 


AZ, BY, 






KG, 


KZ, 


MD, 


RU, 


TJ, 


TM, 


AT, 


BE, 


BG, 


CH, 


CY, 


CZ, 


DE, 


DK, 


EE, ES, 






FI, 


FR, 


GB, 


GR, 


HU, 


IE, 


IT, 


LU, 


MC, 


NL, 


PT, 


RO, 


SE, 


SI, 


SK, TR, 






BF, 


BJ, 


CF, 


CG, 


CI, 


CM, 


GA, 


GN, 


GQ, 


GW, 


ML, 


MR, 


NE, 


SN, 


TD, TG 


CA 


2492112 






AA 




20040219 




CA 2003- 


2492112 




20030729 


AU 


2003251661 




Al 




20040225 




AU 2003- 


251661 




20030729 


EP 


1539755 






Al 




20050615 




EP 2003- 


784102 




20030729 




R: 


AT, 


BE, 


CH, 


DE, 


DK, 


ES, 


FR, 


GB, 


GR, 


IT, 


LI, 


LU, 


NL, 


SE, 


MC, PT, 






IE, 


SI, 


LT, 


LV, 


FI, 


RO, 


MK, 


CY, 


AL, 


TR, 


BG, 


CZ, 


EE, 


HU, 


SK 


BR 


2003013297 




A 




20050621 




BR 2003- 


13297 




20030729 


CN 


1675207 






A 




20050928 




CN 2003- 


818688 




20030729 


JP 


2006507236 




T2 




20060302 




JP 2004- 


526812 




20030729 


US 


2004038999 




Al 




20040226 




US 2003- 


634936 i 




20030805 


US 


6965030 % W> 


B2 




20051115 


















us 


2005203300 


ai 




20050915 




US 2005- 


121862 




20050504 


us 


7105525 


*\A*W B2 




20060912 


















us 


2002- 


-401491P 




P 




20020806 


















WO 


2003 


-EP8357 




W 




20030729 


















us 


2003 


-634936 




A3 




20030805 



















OS 
AB 



IT 



RN 
CN 



MARPAT 140:199338 

The title compds . [I; Rl = alkyl, cycloalkyl, cycloakylalkyl, or 
CH2 (alkenyl) ; XI = O, NH, N(alkyl), S, CO; Z = N, CH; R2 = H, alkyl, 
cycloalkyl, etc.; R3 = alkyl, haloalkyl, aryl, etc.], were prepared E.g., a 
3-step synthesis of II (starting from 4-amino-2-butylsulf anyl-4 , 5- 
dihydropyrimidine-5-carboxaldehyde and Et ethoxyacetate) which showed IC50 
of about 7.7 in p38 MAP kinase in vitro assay, was given. The 
pharmaceutical composition comprising the compound I is claimed. 
105161-35-1P 

RL: RCT (Reactant) ; SPN (Synthetic preparation) ; PREP (Preparation); RACT 
(Reactant or reagent) 

(preparation of 6-alkoxy-pyridopyrimidines as p-38 MAP kinase inhibitors) 
105161-35-1 CAPLUS 

5-Pyrimidinecarboxaldehyde, 4-amino-l, 2-dihydro-2-thioxo- (9CI) (CA INDEX 
NAME) 
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RE.CNT 4 THERE ARE 4 CITED REFERENCES AVAILABLE FOR THIS RECORD 

ALL CITATIONS AVAILABLE IN THE RE FORMAT 
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L7 ANSWER 3 OF 7 CAPLUS COPYRIGHT 2006 ACS on STN 
AN 2002:637680 CAPLUS 
DN 137:185502 

TI Preparation of 2 , 6-di substituted 7-oxopyrido [2 , 3-d] pyrimidines for 

treating p38 mediated disorders 
IN Chen, Jian Jeffrey; Dunn , James Patrick; Goldstein, David Michael; Stahl, 

Christoph Martin 
PA F. Hoffmann-La Roche Ag, Switz. 
SO PCT Int. Appl., 207 pp. 

CODEN: PIXXD2 
DT Patent 
LA English 
FAN.CNT 1 

PATENT NO. 



KIND 



DATE 



EP 2002-726103 



20020204 



20020822 
20031119 
20050928 

AT, BE, CH, DE, DK, ES, FR, GB, GR, IT, LI, LU, NL, SE, MC, PT, 

, RO, MK, CY, AL, TR 



TiT 


WO 


2002064594 




PiZ 




WO 


2002064594 




Aj 






W: AE, 


AG, 


AL, 


AM, 






CO, 


CR, 


CU, 


, 






GM, 


HR, 


TTT T 

riU , 


ID, 






LS, 


LT, 


T TT 


T T 7 

LV, 






PT, 


RO, 


DT T 


on 
bD, 






UZ, 


VN, 


VTT 

YU, 








RW: GH, 


GM, 


J\Cj, 


T C 

lib, 






CY, 


DE, 


Di\, 


bo, 






BF, 


BJ, 


CF, 






LA 


2434834 






AA 






1361880 






AO 

AZ 




EP 


1361880 






d1 






R: AT, 


BE, 


CH, 


DE, 






IE, 


SI, 


LT, 


LV, 




BR 


2002007172 




A 




CN 


1503672 






A 




JP 


2004525896 




T2 




NZ 


526961 






A 




AT 


305303 






E 




RU 


2269527 






C2 




ES 


2249574 






T3 




US 


2003171584 




Al 


7 


US 


6696566 )( VJ° 


B2 


ZA 


2003005938 




A 




NO 


2003003540 




A 




BG 


108085 






A 




US 


2004116698 




Al 


PRAI 


US 


2001-268375P 




P 




US 


2001-334654P 




P 




wo 


2002-EP1106 




W 




us 


2002-73845 




Al 


OS 


MARPAT 137: 


185502 





20020822 
20030109 



APPLICATION NO 



WO 2002-EP1106 



'Br 



DATE 



7 

20020204 



BA, 


BB, 


BG, 


BR, 


BY, 


BZ, 


CA, 


CH, 


CN, 


DZ, 


EC, 


EE, 


ES, 


FI, 


GB, 


GD, 


GE, 


GH, 


JP, 


KE, 


KG, 


KP, 


KR, 


KZ, 


LC, 


LK, 


LR, 


MK, 


MN, 


MW, 


MX, 


MZ, 


NO, 


NZ, 


PH, 


PL, 


SK, 


SL, 


TJ, 


TM, 


TR, 


TT, 


TZ, 


UA, 


UG, 


SL, 


SZ, 


TZ, 


UG, 


ZM, 


ZW, 


AT, 


BE, 


CH, 


GR, 


IE, 


IT, 


LU, 


MC, 


NL, 


PT, 


SE, 


TR, 


GN, 


GQ, 


GW, 


ML, 


MR, 


NE, 


SN, 


TD, 


TG 




CA 2002- 


2434834 




20020204 



BR 2002-7172 
CN 2002-804834 
JP 2002-564525 
NZ 2002-526961 
AT 2002-726103 
RU 2003-125887 
ES 2002-2726103 



20020204 
20020204 
20020204 
20020204 
20020204 
20020204 
no p 20020204 
US 2002-73845)^ >AP^ wr 20020211 



ZA 2003-5938 
NO 2003-3540 



20030731 
20030811 



BG 2003-108085 fotf 20030812 

US 2003-722703 )C 2 0031125 



AB 



20040330 
20040609 
20040826 
20050324 
'20051015 
20060210 
20060401 
20030911 
20040224 
20041101 
20030811 
20041230 
20040617 
20010212 
20011130 
20020204 
20020211 

The title compds . with general formula I or II [wherein Z = N or CH; W = 
NR2; XI = O, NR4, S, CR5R6, or CO; R4, R5, and R6 = independently H or 
alkyl; X2 = 0 or NR7; Arl = (hetero) aryl; R2 = H, alkyl, acyl, 
alkoxycarbonyl, aryloxycarbonyl, heteroalkyl (oxy ) carbonyl, or R21-R22; R21 
= alkylene or CO; R22 = alkyl or alkoxy; Rl = H, (halo) alkyl, 
(hetero) aryl, (hetero) aralkyl, cyclo (alkyl) alkyl, hetero ( cyclyl) alkyl, 
cyanoalkyl, heterocyclyl, or substituted hetero (alkyl) cycloalkyl, 
heterocycloamino, or acyl (alkylene) ; R3 = H, (cyclo) alkyl, 
cycloalkylalkyl, aryl, aralkyl, haloalkyl, heteroalkyl, cyanoalkyl, 
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acylalkylene, (un) substituted amino; R7 - H or alkyl; R8 and R9 = 
independently H, (cyclo) alkyl, aryl ( sulf onyl) , aralkyl, cycloalkylalkyl, 
heteroalkyl, alkylsulf onyl, acyl, etc.; and pharmaceutically acceptable 
salts thereof] were prepared For example, the substitution reaction of 
6- (2-f luorophenoxy) -8-methyl-2- (methylsulf onyl ) pyrido [2 , 3-d] pyrimidin- 
7(8H)-one (preparation given) and 1- (methylsulf onyl ) piperidin-4-amine 
(preparation 

given), followed by salt formation, gave the phenoxypyrido [2 , 3- 
djpyrimidinone III»HC1. I and II have IC50 activity against p38 
kinase in the range of 0.1-5000 nM, with the majority being 1-1000 nM. I 
and II are useful for the treatment of arthritis, Crohn f s disease, 
irritable bowel syndrome, adult respiratory distress syndrome, chronic 
obstructive pulmonary disease, or Alzheimer's disease (no data). 
IT 105161-35-1P 

RL: RCT (Reactant) ; SPN (Synthetic preparation) ; PREP (Preparation); RACT 
(Reactant or reagent) 



(intermediate; preparation of oxopyrido [2, 3-d] pyrimidines for treating p38 
mediated disorders) 



RN 105161-35-1 CAPLUS 

CN 5-Pyrimidinecarboxaldehyde, 4-amino-l, 2-dihydro-2-thioxo- (9CI) (CA INDEX 
NAME) 




NH2 
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L7 ANSWER 4 OF 7 CAPLUS COPYRIGHT 2006 ACS on STN 
AN 2002:171896 CAPLUS 
DN 136:232316 

TI 7-Oxopyridopyrimidines as inhibitors of cellular proliferation, and 

particularly as inhibitors of p38 kinase, for treatment of p38-related 
conditions 

Chen, Jian Jeffrey; Dunn, James Patrick; Goldstein, David Michael; Lim, 
Julie Anne 

F. Hoffmann-La Roche Ag, Switz. 
PCT Int. Appl., 135 pp. 
CODEN: PIXXD2 
Patent 
English 
FAN.CNT 2 

PATENT NO. 



IN 

PA 
SO 

DT 
LA 




KIND DATE 



PI WO 2002018380 



Al 



20020307 



APPLICATION NO. 



WO 2001-EP9689 



DATE 



20010822 





W: 


AE, 


AG, 


AL, 


AM, 


AT, 


AU, 


AZ, 


BA, 


BB, 


BG, 


BR, 


BY, 


BZ, 


CA, 


CH, CN, 






CO, 


CR, 


CU, 


CZ, 


DE, 


DK, 


DM, 


DZ, 


EC, 


EE, 


ES, 


FI, 


GB, 


GD, 


GE, GH, 






GM, 


HR, 


HU, 


ID, 


IL, 


IN, 


IS, 


JP, 


KE, 


KG, 


KP, 


KR, 


KZ, 


LC, 


LK, LR, 






LS, 


LT, 


LU, 


LV, 


MA, 


MD, 


MG, 


MK, 


MN, 


MW, 


MX, 


MZ, 


NO, 


NZ, 


PH, PL, 






PT, 


RO, 


RU, 


SD, 


SE, 


SG, 


SI, 


SK, 


SL, 


TJ, 


TM, 


TR, 


TT, 


TZ, 


UA, UG, 






UZ, 


VN, 


YU, 


ZA, 


ZW 
























RW: 


GH, 


GM, 


KE, 


LS, 


MW, 


MZ, 


SD, 


SL, 


SZ, 


TZ, 


UG, 


ZW, 


AT, 


BE, 


CH, CY, 






DE, 


DK, 


ES, 


FI, 


FR, 


GB, 


GR, 


IE, 


IT, 


LU, 


MC, 


NL, 


PT, 


SE, 


TR, BF, 






BJ, 


CF, 


CG, 


CI, 


CM, 


GA, 


GN, 


GQ, 


GW, 


ML, 


MR, 


NE, 


SN, 


TD, 


TG 


CA 


2420286 






AA 




20020307 




CA 2001- 


2420286 




20010822 


AU 


2001093784 




A5 




20020313 




AU 2001- 


93784 




20010822 


EP 


1315726 






Al 




20030604 




EP 2001- 


974206 




20010822 




R: 


AT, 


BE, 


CH, 


DE, 


DK, 


ES, 


FR, 


GB, 


GR, 


IT, 


LI, 


LU, 


NL, 


SE, 


MC, PT, 






IE, 


SI, 


LT, 


LV, 


FI, 


RO, 


MK, 


CY, 


AL, 


TR 













BR 2001013628 A 20030701 

JP 2004507541 T2 20040311 

US 2002055513 jf^t. Al 20020509 

US 6518276 r B2 20030211 

US 2002137756 Al 20020926 

US 6506749 ^ W . B2 20030114 

US 2003153586 0™ Al 20030814 

US 6861423 B2 20050301 

US 2003144307 g Al 20030731 

" * B2 20040622 

A 20040507 

Al 20040930 

P 20000831 

P 20000831 

W 20010822 

A3 20010830 

Al 20010830 

A3 20021210 



BR 2001-13628 
JP 2002-523895 
US 2001-943338 

US 2001-943407 

US 2002-230723 

US 2002-315633 



20010822 
20010822 
20010830 

20010830 

20020829 

20021210 



ZA 2003-1079 
US 2004-816554 



20030207 
20040401 



US 6753427 
ZA 2003001079 
US 2004192709 
PRAI US 2000-229584P 
US 2000-229577P 
WO 2001-EP9689 
US 2001-943338 
US 2001-943407 
US 2002-315633 
MARPAT 136:232316 

Compds. I are disclosed [wherein: Rl = H or alkyl; R2 = substituted 
cycloalkyl, hetero-substituted cycloalkyl, heteroalkyl-substituted 
cycloalkyl, hetero-substituted cycloalkyl-aryl, heterocyclyl, 
heterocyclylspirocycloalkyl, aralkoxy, alkoxy, -alkylene-S (O) n-alkyl 
(where n = 1 or 2) or S02Ar2; R3 = H, amino, monoalkyl amino, dialkylamino, 
acylamino, NRaC(:0)Rb (where Ra = H or alkyl, and Rb = heterocyclyl or 
heteroalkyl) , alkyl, cycloalkyl, aryl, aralkyl, haloalkyl, heteroalkyl, 
cyanoalkyl, -alkylene-C (O) R (where R = H, alkyl, OH, alkoxy, amino, 



OS 
AB 
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monoalkylamino or dial kyl amino) , acyl, or phthalimidoalkyl ; and each of 
Arl and Ar2 = aryl] . Also disclosed in claims is their use for treatment 
of disorders selected from the group consisting of arthritis , Crohn's 
disease, Alzheimer's disease, irritable bowel syndrome, adult respiratory 
distress syndrome, and chronic obstructive pulmonary disease. A list of 
151 compds. I is given, as well as approx. 100 synthetic examples. For 
instance, cyclocondensation of 4-amino-2- (methylthio) pyrimidine-5- 
carboxaldehyde with Et (2-chlorophenyl) acetate, followed by oxidation of the 
sulfide to a sulfone with Oxone, and displacement of the Me sulfone with 
trans-4-aminocyclohexanol, gave 78% title compound II. In an in vitro p38 
assay, I had IC50 values ranging from about 4.76 |oM to about 0.0003 
MM. 

IT 105161-35-1P, 4-Amino-2-sulfanylpyrimidine-5-carboxaldehyde 

RL: RCT (Reactant) ; SPN (Synthetic preparation) ; PREP (Preparation); RACT 
(Reactant or reagent) 



(intermediate; preparation of oxopyridopyrimidines as p38 kinase inhibitors) 



RN 105161-35-1 CAPLUS 

CN 5-Pyrimidinecarboxaldehyde, 4-amino-l, 2-dihydro-2-thioxo- (9CI) (CA INDEX 
NAME) 




NH2 



RE . CNT 3 



THERE ARE 3 CITED REFERENCES AVAILABLE FOR THIS RECORD 
ALL CITATIONS AVAILABLE IN THE RE FORMAT 
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L7 ANSWER 5 OF 7 CAPLUS COPYRIGHT 2006 ACS on STN 
AN 2002:171895 CAPLUS 
DN 136:216763 

TI Preparation of 7-oxopyridopyrimidines as p38 MAP kinase inhibitors 
IN Arzeno , Humberto Bartolome; Chen, Jian Jeffrey; Dunn , James Patrick 

Goldstein , David Michael; Lim w Julie Anne 
PA F. Hoffmann-La Roche Ag, Switz. 
SO PCT Int. Appl., 64 pp. 

CODEN: PIXXD2 
DT Patent 
LA English 
FAN.CNT 2 



ick; 




PATENT NO. 




KIND 


DATE 




APPLICATION NO. 




DATE 


PI WO 


2002018379 




A2 




20020307 




WO 2001- 


T\ tf\ S~ O O 

EP9688 




20010822 


WO 


2002018379 




A3 




20020725 














W: AE, AG, 


AL, 


AM, 


AT, 


AU, AZ, 


BA, 


BB, BG, 


BR, BY, 


BZ, 


CA, CH, CN, 




CO, CR, 


CU, 


CZ, 


DE, 


DK, DM, 


DZ, 


EC, EE, 


ES, FI, 


GB, 


GD, GE, GH, 




GM, HR, 


HU, 


ID, 


IL, 


IN, IS, 


JP, 


KE, KG, 


KP, KR, 


KZ, 


LC, LK, LR, 




LS, LT, 


LU, 


LV, 


MA, 


MD, MG, 


MK, 


MN, MW, 


MX, MZ , 


NO, 


NZ, PH, PL, 




PT, RO, 


RU, 


SD, 


SE, 


SG, SI, 


SK, 


SL, TJ, 


TM, TR, 


TT, 


TZ, UA, UG, 




UZ, VN, 


YU, 


ZA, 


ZW 
















RW: GH, GM, 


KE, 


LS, 


MW, 


MZ, SD, 


SL, 


SZ, TZ, 


UG, ZW, 


AT, 


BE, CH, CY, 




DE, DK, 


ES, 


FI, 


FR, 


GB, GR, 


IE, 


IT, LU, 


MC, NL, 


PT, 


SE, TR, BF, 




BJ, CF, 


CG, 


CI, 


CM, 


GA, GN, 


GQ, 


GW, ML, 


MR, NE, 


SN, 


TD, TG 


CA 


2420122 




AA 




20020307 




CA 2001- 


2420122 




20010822 


AU 


2002012147 




A5 




20020313 




AU 2002- 


12147 




20010822 


EP 


1315727 




A2 




20030604 




EP 2001- 


no no c o 

980258 




20010822 


EP 


1315727 




Bl 




20050629 














R: AT, BE, 


CH, 


DE, 


DK, 


ES, FR, 


GB, 


GR, IT, 


LI, LU, 


NL, 


SE, MC, PT, 




IE, SI, 


LT, 


LV, 


FI, 


RO, MK, 


CY, 


AL, TR 








BR 


2001013590 




A 




20030722 




BR 2001- 


13590 




20010822 


JP 


2004507540 




T2 




20040311 




JP 2002- 


523894 




20010822 


AT 


298751 




E 




20050715 




AT 2001- 


980258 




20010822 


ES 


2243568 




T3 




20051201 




ES 2001- 


1980258 




20010822 


CN 


1721412 




A 




20060118 




CN 2005- 


10083529 




20010822 


US 


2002055513 




Al 




20020509 




US 2001- 


943338 




20010830 


US 


6518276 




B2 




20030211 












US 


2003153586 




Al 




20030814 




US 2002- 


230723 




20020829 


us 


6861423 




B2 




20050301 












us 


2003144307 




Al 




20030731 




US 2002- 


315633 




20021210 


us 


6753427 




B2 




20040622 












ZA 


2003001078 




A 




20040507 




ZA 2003- 


1078 




20030207 


us 


2004192709 




Al 




20040930 




US 2004- 


816554 




20040401 


PRAI US 


2000-229577P* 


\(Wp 




20000831 












US 


2000-229584P 




20000831 












CN 


2001-815027 ' 




A3 




20010822 












WO 


2001-EP9688 




W 




20010822 












US 


2001-943338 




A3 




20010830 












US 


2001-943407 




Al 




20010830 












us 


2002-315633 




A3 




20021210 













OS MARPAT 136:216763 

AB The present invention provides compds . of the formula I [Rl = H, alkyl; R2 
= alkoxy-substituted alkyl, heterocyclyl, cycloalkyl; etc.; R1R2 = 
heterocyclyl; R3 = H, alkyl, amino, aryl, acyl, etc.; Ar = aryl] , a 
prodrug or a pharmaceutically acceptable salt thereof, and processes for 
their preparation and their use for the treatment of p38 mediated disorders. 
Thus, II was prepared and inhibited p38 MAP kinase in vitro with IC50 of 



Page 12 



10/816,554 



0.0003 mM. 
IT 105161-35-1P 

RL: RCT (Reactant) ; SPN (Synthetic preparation) ; PREP (Preparation); RACT 
(Reactant or reagent) 

(preparation of 7-oxopyridopyrimidines as p38 MAP kinase inhibitors) 
RN 105161-35-1 CAPLUS 

CN 5-Pyrimidinecarboxaldehyde, 4-amino-l, 2-dihydro-2-thioxo- (9CI) (CA INDEX 
NAME) 
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L7 ANSWER 6 OF 7 CAPLUS COPYRIGHT 2006 ACS on STN 
AN 1994:298595 CAPLUS 
DN 120:298595 

TI Synthesis with nitriles. 92. Synthesis of 5-f ormylcytosine derivatives 
AU Jachak, Madhukar; Mittelbach, Martin; Junek, Hans 
CS Inst. Org. Chem. , Univ. Graz, Graz, A-8010, Austria 
SO Heterocycles (1993), 36(10), 2281-90 

CODEN: HTCYAM; ISSN: 0385-5414 
DT Journal 
LA English 

AB The reactivity of 3-dimethylamino-2-f ormylpropenenitrile (I) with various 
amino compds . is studied. Thus, condensation of I with anilines gives the 
corresponding azomethines . Reaction of I with thiourea and guanidine, 
resp., leads to 5-f ormylthiocytosine (II) and 2-amino-5-cyanopyrimidine . 
Also, 2-f ormyl-3-ureidopropenenitriles can be obtained by reaction of I 
with urea and substituted ureas. The 2-f ormyl-3-ureidopropenenitriles can 
easily be cyclized to 3-substituted 5-f ormylcytosines . 

IT 105161-35-1P, 5-Formylthiocytosine 

RL: SPN (Synthetic preparation); PREP (Preparation) 
(preparation from (dimethyl ami no) f ormylcytosine) 

RN 105161-35-1 CAPLUS 

CN 5-Pyrimidinecarboxaldehyde, 4-amino-l, 2-dihydro-2-thioxo- (9CI) (CA INDEX 
NAME) 
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L7 ANSWER 7 OF 7 CAPLUS COPYRIGHT 2006 ACS on STN 
AN 1986:608917 CAPLUS 
DN 105:208917 

TI 4-Amino-5-formyl-2-mercaptopyrimidine 

IN Yoshida, Hiroshi; Saito, Keiji; Watanabe, Masayuki 

PA Ube Industries, Ltd., Japan 

SO Jpn. Kokai Tokkyo Koho, 5 pp. 

CODEN: JKXXAF 
DT Patent 
LA Japanese 
FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI JP 61083168 A2 19860426 JP 1984-201840 19840928 

PRAI JP 1984-201840 19840928 
OS CASREACT 105:208917 

AB Treatment of ROCH (OR1) CHCH (CN) CH (OR2 ) OR3 (R-R3 = alkyl; RR1 or R2R3 may 
form a ring) or ROCH (OR1 ) CHC (CN) : CHOR4 (I; R4 = alkyl) with thiourea in 
the presence of a base gave pyrimidinecarboxaldehyde derivs. II (Z = OR, 
OR1), which were hydrolyzed to give II (Z = O) (III), useful as 
intermediates for agrochems . , medicines, etc. The title compds. may also 
be prepared by treating I (R4 = alkali metal) with thiourea in the presence 
of a base. Thus, a mixture of I, thiourea, and MeONa/MeOH was refluxed 3 h 
to give 91% II [Z = (OMe)2], which was hydrolyzed to give 95% III. 

IT 105161-35-1P 

RL: SPN (Synthetic preparation); PREP (Preparation) 

(preparation of, as intermediate for agrochems. and medicines) 

RN 105161-35-1 CAPLUS 

CN 5-Pyrimidinecarboxaldehyde, 4-amino-l, 2-dihydro-2-thioxo- (9CI) (CA INDEX 
NAME) 
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=> log y 

COST IN U.S. DOLLARS 
FULL ESTIMATED COST 



SINCE FILE TOTAL 
ENTRY SESSION 
36.23 315.28 



DISCOUNT AMOUNTS (FOR QUALIFYING ACCOUNTS) SINCE FILE TOTAL 

ENTRY SESSION 

CA SUBSCRIBER PRICE -5.25 -5.25 



STN INTERNATIONAL LOGOFF AT 15:01:30 ON 26 SEP 2006 
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C:\Program Files\Stnexp\Queries\1 081 6554 (d).str 



CN 

\- 


V ' 


I 


I 






5 6 



chain nodes : 

123456789 
chain bonds : 

1-2 1-7 1-8 2-3 2-4 3-5 4-6 8-9 
exact/norm bonds : 

1-8 2-3 2-4 8-9 
exact bonds : 

1-2 1-7 3-5 4-6 



Match level : 

1:CLASS2:CLASS3:CLASS4:CLASS5:CLASS6:CLASS7:CLASS8:CLASS9:CLASS 



10/816,554 (int) 

=> 

Uploading C:\Program Files\Stnexp\Queries\110816554 (b).str 

. *\ * • 




chain nodes : 
1 2 3 4 5 
chain bonds : 
1-2 1-7 1-8 2-3 
exact/norm bonds : 
1-8 2-3 2-4 8-9 
exact bonds : 
1-2 1-7 3-5 4-6 



6 7 8 



2-4 3-5 4-6 8-9 



Match level : 

1: CLASS 2: CLASS 



3: CLASS 4: CLASS 5: CLASS 6: CLASS 7: CLASS 8: CLASS 9: CLASS 



LI STRUCTURE UPLOADED 

=> d 11 

LI HAS NO ANSWERS 
LI STR 





Structure attributes must be viewed using STN Express query preparation. 



=> s 11 sss sam 

SAMPLE SEARCH INITIATED 16:15:09 FILE •REGISTRY 1 
SAMPLE SCREEN SEARCH COMPLETED - 21 TO ITERATE 
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10/816,554 (int) 



100.0% PROCESSED 
SEARCH TIME: 00.00.01 



21 ITERATIONS 



0 ANSWERS 



PROJECTED ITERATIONS: 
PROJECTED ANSWERS: 



FULL FILE PROJECTIONS: 



ONLINE **COMPLETE** 
BATCH **COMPLETE** 
146 TO 6 
0 TO 



694 
0 



L2 



0 SEA SSS SAM LI 



Uploading C:\Program Files\Stnexp\Queries\10816554 (c).str 



chain nodes : 

1 2 3 4 5 6 7 

chain bonds : 

1- 2 1-7 2-3 2-4 3-5 4-6 
exact/norm bonds : 

2- 3 2-4 
exact bonds : 

1-2 1-7 3-5 4-6 



Match level : 

1: CLASS 2: CLASS 3: CLASS 4: CLASS 5: CLASS 6: CLASS 7: CLASS 



L3 STRUCTURE UPLOADED 

=> d 13 

L3 HAS NO ANSWERS 
L3 STR 
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Structure attributes must be viewed using STN Express query preparation. 



=> s 13 sss sam 

SAMPLE SEARCH INITIATED 16:20:33 FILE 'REGISTRY 1 
SAMPLE SCREEN SEARCH COMPLETED - 92 TO ITERATE 



100.0% PROCESSED 
SEARCH TIME: 00.00.01 

FULL FILE PROJECTIONS: 

PROJECTED ITERATIONS: 
PROJECTED ANSWERS: 



92 ITERATIONS 



ONLINE **COMPLETE*+ 
BATCH **COMPLETE** 

1265 TO 2415 
11 TO 389 



L4 10 SEA SSS SAM L3 

=> => ....Testing the current file.... screen 

ENTER SCREEN EXPRESSION OR (END):enci 



10 ANSWERS 



=> screen 2016 OR 2026 OR 1838 OR 2040 OR 2045 OR 2047 

L5 SCREEN CREATED 

=> 

Uploading C:\Program Files\Stnexp\Queries\10816554 (d).str 
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chain nodes : 
123456789 
chain bonds : 

1-2 1-7 1-8 2-3 2-4 3-5 4-6 8-9 

exact/norm bonds : 

1-8 2-3 2-4 8-9 

exact bonds : 

1-2 1-7 3-5 4-6 



Match level : 

1: CLASS 2: CLASS 3: CLASS 4: CLASS 5: CLASS 6: CLASS 7: CLASS 8: CLASS 9: CLASS 



L6 STRUCTURE UPLOADED 

=> que L6 NOT L5 
L7 QUE L6 NOT L5 



=> d 17 

L7 HAS NO ANSWERS 



L5 
L6 



SCR 2016 OR 2026 OR 1838 OR 2040 OR 2045 OR 2047 
STR 




,QH 



Structure attributes must be viewed using STN Express query preparation. 
L7 QUE L6 NOT L5 



=> s 17 sss sam 

SAMPLE SEARCH INITIATED 16:23:44 FILE 1 REGISTRY 1 
SAMPLE SCREEN SEARCH COMPLETED - 7 TO ITERATE 



100.0% PROCESSED 
SEARCH TIME: 00.00.01 



7 ITERATIONS 



0 ANSWERS 



FULL FILE PROJECTIONS: 

PROJECTED ITERATIONS: 
PROJECTED ANSWERS: 



ONLINE * * COMPLETE* * 
BATCH ** COMPLETE** 

7 TO 298 
0 TO 0 
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L8 0 SEA SSS SAM L6 NOT L5 

=> s 17 sss ful 

FULL SEARCH INITIATED 16:24:22 FILE 1 REGISTRY 1 
FULL SCREEN SEARCH COMPLETED - 196 TO ITERATE 

100.0% PROCESSED 196 ITERATIONS 

SEARCH TIME: 00.00.01 

L9 30 SEA SSS FUL L6 NOT L5 

=> => s 19 

L10 68 L9 

=> d 110 1-68 bib,ab,hitstr 
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L10 
AN 
DN 
TI 

IN 



PA 

SO 

DT 
LA 
FAN 



PI 



ANSWER 1 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 

2005:1241144 CAPLUS 

144:6779 

Preparation of 1-heterocyclyl-l, 5-dihydropyrido [ 3, 2-b] indol-2-ones and 
analogs as antiviral agents 

Kesteleyn, Bart Rudolf Romanie; Raboisson, Pierre Jean-Marie Bernard; 
Surleraux, Dominique Louis Nestor Ghislain; Hache, Geerwin Yvonne Paul; 
Vendeville, Sandrine Marie Helene; Peeters, Annick Ann; Wigerinck, Piet 
Tom Bert Paul 

Tibotec Pharmaceuticals Ltd., Ire. 
PCT Int. Appl., 100 pp. 
CODEN: PIXXD2 
Patent 
English 
CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



WO 2005111047 



Al 



20051124 



WO 2005-EP52264 



20050517 



W: AE, 


AG, 


AL, 


AM, 


AT, 


AU, 


AZ, 


BA, 


BB, 


BG, 


BR, 


BW, 


BY, 


BZ, 


CA, 


CH, 


CN, 


CO, 


CR, 


CU, 


CZ, 


DE, 


DK, 


DM, 


DZ, 


EC, 


EE, 


EG, 


ES, 


FI, 


GB, 


GD, 


GE, 


GH, 


GM, 


HR, 


HU, 


ID, 


IL, 


IN, 


IS, 


JPf 


KE, 


KG, 


KM, 


KP, 


KR, 


KZ, 


LC, 


LK, 


LR, 


LS, 


LT, 


LU, 


LV, 


MA, 


MD, 


MG, 


MK, 


MN, 


MW, 


MX, 


MZ, 


NA, 


NG, 


NI, 


NO, 


NZ, 


OM, 


PG, 


PH, 


PL, 


PT, 


RO, 


RU, 


SC, 


SD, 


SE, 


SG, 


SK, 


SL, 


SM, 


SY, 


TJ, 


TM, 


TN, 


TR, 


TT, 


TZ, 


UA, 


UG, 


US, 


UZ, 


vc, 


VN, 


YU, 


ZA, 


ZM, 


ZW 




























RW: BW, 


GH, 


GM, 


KE, 


LS, 


MW, 


MZ, 


NA, 


SD, 


SL, 


SZ, 


TZ, 


UG, 


ZM, 


ZW, 


AM, 


AZ, 


BY, 


KG, 


KZ, 


MD, 


RU, 


TJ, 


TM, 


AT, 


BE, 


BG, 


CH, 


CY, 


CZ, 


DE, 


DK, 


EE, 


ES, 


FI, 


FR, 


GB, 


GR, 


HU, 


IE, 


IS, 


IT, 


LT, 


LU, 


MC, 


NL, 


PL, 


PT, 


RO, 


SE, 


SI, 


SK, 


TR, 


BF, 


BJ, 


CF, 


CG, 


CI, 


CM, 


GA, 


GN, 


GQ, 


GW, 


ML, 


MR, 


NE, 


SN, 


TD, 


TG 

























PRAI EP 2004-102171 
OS 



20040517 



AB 



IT 



RN 
CN 



MARPAT 144:6779 

This invention relates to 1-heterocyclyl-l, 5-dihydropyrido [3, 2-b] indol-2- 
ones and analogs I [wherein Rl = H, halo, cyano, etc.; X = O, S, SO, S02 
or (un) substituted NH; al=a2-a3=a4 = (un) substituted -CH=CH-CH=CH-, 
-N=CH-CH=CH- , -CH=N-CH=CH- , -CH=CH-N=CH- or -CH=CH-CH=N- ; R3 = heteroaryl, 
their N-oxides, salts , stereoisomeric forms, racemic mixts., prodrugs, 
esters and metabolites], their use as HIV inhibitors, pharmaceutical 
compns. containing them and processes for preparing them. For instance, 
N-acetyl-3-hydroxyindole underwent successive coupling reaction with 
6-chloro-3-pyridinamine, deacetylation with MeOH, formylation with 
POC13-DMF in the 2nd position, and cyclization with Et cyanoacetate to 
give II (R = H), which was methylated with Mel to give II (R = Me) . II (R 
= H) and II (R = Me) showed antiviral activity with pEC50 of 5.6 and 6.1, 
resp., in the cellular assay. 
105161-33-9 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(preparation of dihydropyridoindolones and analogs as antiviral agents) 
105161-33-9 CAPLUS 

2-Propenenitrile, 2- (dimethoxymethyl) -3-hydroxy-, sodium salt (9CI) (CA 
INDEX NAME) 
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NC OMe 

I I 

HO- CH— C- CH— OMe 



• Na 

RE.CNT 4 THERE ARE 4 CITED REFERENCES AVAILABLE FOR THIS RECORD 

ALL CITATIONS AVAILABLE IN THE RE FORMAT 
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L10 
AN 
DN 
TI 

IN 



PA 
SO 

DT 
LA 
FAN 



PI 



ANSWER 2 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 

2005:1241136 CAPLUS 

143:477955 

Preparation of 1-phenyl-l, 5-dihydropyrido [ 3, 2-b] indol-2-ones and analogs 
as antiviral agents 

Kesteleyn, Bart Rudolf Romanie; Vendeville, Sandrine Marie Helene; 
Kindermans, Natalie Maria Francisca; Surleraux, Dominique Louis Nestor 
Ghislain; Raboisson, Pierre Jean-Marie Bernard; Wigerinck, Piet Tom Bert 
Paul; Peeters, Annick Ann 
Tibotec Pharmaceuticals Ltd., Ire. 
PCT Int. Appl. , 99 pp. 
CODEN: PIXXD2 
Patent 
English 
,CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



OS 
AB 



IT 



RN 
CN 



2005111035 




Al 




20051124 




WO 2005- 


EP52263 




20050517 


W: AE, 


AG, 


AL, 


AM, 


AT, 


AU, 


AZ, 


BA, 


BB, 


BG, 


BR, 


BW, 


BY, 


BZ, 


CA, 


CH, 


CN, 


CO, 


CR, 


CU, 


CZ, 


DE, 


DK, 


DM, 


DZ, 


EC, 


EE, 


EG, 


ES, 


FI, 


GB, 


GD, 


GE, 


GH, 


GM, 


HR, 


HU, 


ID, 


IL, 


IN, 


IS, 


JP, 


KE, 


KG, 


KM, 


KP, 


KR, 


KZ, 


LC, 


LK, 


LR, 


LS, 


LT, 


LU, 


LV, 


MA, 


MD, 


MG, 


MK, 


MN, 


MW, 


MX, 


MZ, 


NA, 


NG, 


NI, 


NO, 


NZ, 


OM, 


PG, 


PH, 


PL, 


PT, 


RO, 


RU, 


SC, 


SD, 


SE, 


SG, 


SK, 


SL, 


SM, 


SY, 


TJ, 


TM, 


TN, 


TR, 


TT, 


TZ, 


UA, 


UG, 


US, 


UZ, 


vc, 


VN, 


YU, 


ZA, 


ZM, 


ZW 




























RW: BW, 


GH, 


GM, 


KE, 


LS, 


MW, 


MZ, 


NA, 


SD, 


SL, 


SZ, 


TZ, 


UG, 


ZM, 


ZW, 


AM, 


AZ, 


BY, 


KG, 


KZ, 


MD, 


RU, 


TJ, 


TM, 


AT, 


BE, 


BG, 


CH, 


CY, 


CZ, 


DE, 


DK, 


EE, 


ES, 


FI, 


FR, 


GB, 


GR, 


HU, 


IE, 


IS, 


IT, 


LT, 


LU, 


MC, 


NL, 


PL, 


PT, 


RO, 


SE, 


si, 


SK, 


TR, 


BF, 


BJ, 


CF, 


CG, 


CI, 


CM, 


GA, 


GN, 


GQ, 


GW, 


ML, 


MR, 


NE, 


SN, 


TD, 


TG 
























2004-102170 




A 




20040517 





















MARPAT 143:477955 

This invention relates to 1-phenyl-l, 5-dihydropyrido [3, 2-b] indol-2-ones 
and analogs I [n = 1-3; Rl = H, halo, cyano, etc.; R3 = nitro, cyano, 
amino, etc.; X = O, S, SO, S02, (un) substituted NH; al=a2-a3=a4 = 
substituted -CH=CH-CH=CH-, -N=CH-CH=CH-, -CH=N-CH=CH- , -CH=CH-N=CH- or 
-CH=CH-CH=N-, their N-oxides, salts, stereoisomeric forms, racemic mixts . , 
prodrugs, esters and metabolites], their use as HIV inhibitors, 
pharmaceutical compns . containing them and processes for preparing them, 
instance, N-acetyl-3-hydroxyindole underwent successive coupling reaction 
with 4-nitroaniline, deacetylation with MeOH, formylation with POC13-DMF 
in the 2nd position, Knoevenagel condensation with Et cyanoacetate, 
cyclization in refluxing ethylene glycol and N-methylation with Mel, 
bromination with NBS and substitution with N-methylpiperazine to give II. 
This compound showed antiviral activity with pEC50 = 6.5 in the cellular 
assay. 
105161-33-9 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(preparation of dihydropyridoindolones and analogs as antiviral agents) 
105161-33-9 CAPLUS 

2-Propenenitrile, 2- (dimethoxymethyl ) -3-hydroxy-, sodium salt (9CI) (CA 
INDEX NAME) 



For 
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NC OMe 

I I 

HO- CH= C- CH— OMe 
• Na 

RE.CNT 5 THERE ARE 5 CITED REFERENCES AVAILABLE FOR THIS RECORD 

ALL CITATIONS AVAILABLE IN THE RE FORMAT 
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L10 ANSWER 3 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 
AN 2005:1239148 CAPLUS 
DN 143:487936 

TI Functional vinamidines , their manufacture, and their use in ion sensors 
IN Uemura, Akio; Matsuyama, Takamitsu 

PA Yamaguchi Technology Licensing Organization Ltd., Japan 
SO Jpn. Kokai Tokkyo Koho, 13 pp. 

CODEN: JKXXAF 
DT Patent 
LA Japanese 
FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI JP 2005326199 A2 20051124 JP 2004-143101 20040513 

PRAI JP 2004-143101 20040513 
OS MARPAT 143:487936 

AB The vinamidines having 2 benzocrown ethers are represented by I (R = 

electron-withdrawing group such as cyano, ester, keto, sulfonyl, nitro; n 

= an integer) and manufactured by hydrolyzing 1, 1, 3-tributoxy-2-cyanopropene to 

form ct,p-unsatd. aldehyde and reacting the aldehyde with 

benzocrown ether-containing primary amines. The ion sensors containing the 
vinamidines are suitable for ammonium ion detection observed by color change. 
IT 87466-80-6 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(functional vinamidines having benzocrown ethers and their manufacture for 
ion sensors) 
RN 87466-80-6 CAPLUS 

CN 2-Propenenitrile, 3-butoxy-2- (dibutoxymethyl) - (9CI) (CA INDEX NAME) 



n-BuO CN 

I I 

n-BuO- CH- C= CH- OBu-n 
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DN 143:115430 

TI Preparation of aroylfurans and aroylthiophenes for treating neoplastic and 
autoimmune diseases 

IN Eberle, Martin; Bachmann, Felix; Strebel, Alessandro; Roy, Subho; Sana, 

Goutam; Sadhukhan, Subir Kumar; Saxena, Rohit; Srivastava, Sudhir 
PA Aponetics A.-G., Switz. 
SO PCT Int. Appl., 180 pp. 

CODEN: PIXXD2 
DT Patent 
LA English 
FAN.CNT 1 

PATENT NO. 



KIND 



DATE 



PI 



APPLICATION NO. 



WO 2004-EP53622 



DATE 



20041221 



WO 2005061476 A2 20050707 

WO 2005061476 A3 20060126 

W: AE, AG, AL, AM, AT, AU, AZ, BA, BB, BG, BR, BW, BY, BZ, CA, CH, 

CN, CO, CR, CU, CZ, DE, DK, DM, DZ, EC, EE, EG, ES, FI, GB, GD, 

GE, GH, GM, HR, HU, ID, IL, IN, IS, JP, KE, KG, KP, KR, KZ, LC, 

LK, LR, LS, LT, LU, LV, MA, MD, MG, MK, MN, MW, MX, MZ, NA, NI, 

NO, NZ, OM, PG, PH, PL, PT, RO, RU, SC, SD, SE, SG, SK, SL, SY, 

TJ, TM, TN, TR, TT, TZ, UA, UG, US, UZ, VC, VN, YU, ZA, ZM, ZW, SM 

RW: BW, GH, GM, KE, LS, MW, MZ, NA, SD, SL, SZ, TZ, UG, ZM, ZW, AM, 

AZ, BY, KG, KZ, MD, RU, TJ, TM, AT, BE, BG, CH, CY, CZ, DE, DK, 

EE, ES, FI, FR, GB, GR, HU, IE, IS, IT, LT, LU, MC, NL, PL, PT, 

RO, SE, SI, SK, TR, BF, BJ, CF, CG, CI, CM, GA, GN, GQ, GW, ML, 

MR, NE, SN, TD, TG 

CA 2545821 AA 20050707 CA 2004-2545821 20041221 

EP 1697336 A2 20060906 EP 2004-804957 20041221 

R: AT, BE, CH, DE, DK, ES, FR, GB, GR, IT, LI, LU, NL, SE, MC, PT, 

IE, SI, LT, FI, RO, CY, TR, BG, CZ, EE, HU, PL, SK, IS 



Al 

A 

A 

A 

W 



20060914 
20031222 
20031222 
20040819 
20041221 



US 2006-433511 



20060512 



OS 
AB 



US 2006205739 
PRAI EP 2003-405911 
EP 2003-405912 
EP 2004-405517 
WO 2004-EP53622 
MARPAT 143:115430 

The invention relates to compds. I and II [ring A = = Ph, pyridine, 
pyrimidine or pyrazine ring; W and X = C, N; Y = O, S; R0 = alkoxymethyl, 
cyclohexyl, Ph, etc.; Rx = C(0)R1 or cyano; Rl = H, (un) substituted OH or 
(un) substituted NH2; R6 = H, alkyl, haloalkyl, etc.; R8 = H, alkyl, 
alkoxy, halo] . The invention further relates to methods of synthesis of 
compds. I and II, to pharmaceutical compns . containing compds. I and II, to 
the use of such compds. for the preparation of a pharmaceutical composition 
for the 

treatment of neoplastic and autoimmune diseases, and to methods of 
treatment of neoplastic and autoimmune diseases using compds. I and II or 
of pharmaceutical compns. containing same. E.g., a multi-step synthesis of 
III, starting from 2-benzyloxyacetophenone, was given. The exemplified 
compds. I and II were tested in various cell lines (data given). 
105161-33-9 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(preparation of aroylfurans and aroylthiophenes for treating neoplastic and 
autoimmune diseases) 
105161-33-9 CAPLUS 

2-Propenenitrile, 2- (dimethoxymethyl ) -3-hydroxy-, sodium salt (9CI) (CA 
INDEX NAME) 



IT 



RN 
CN 
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HO- CH— C- CH~ OMe 
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Page 12 



10/816,554 (int) 



L10 ANSWER 5 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 
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DN 140:27819 

TI Preparation of pyrazole derivatives as JNK inhibitors 

IN Ohi, Norihito; Sato, Nobuaki; Soejima, Motohiro; Doko, Takashi; Terauchi, 

Taro; Naoe, Yoshimitsu; Motoki, Takafumi 
PA Eisai Co., Ltd., Japan 
SO PCT Int. Appl., 561 pp. 

CODEN: PIXXD2 
DT Patent 
LA Japanese 
FAN.CNT 1 

PATENT NO. 



KIND DATE 



APPLICATION NO. 



DATE 



PI 



WO 


2003101968 




Al 




20031211 




WO 2003- 


JP6777 




20030529 




W: 


AE, 


AG, 


AL, 


AM, 


AT, 


AU, 


AZ, 


BA, 


BB, 


BG, 


BR, 


BY, 


BZ, 


CA, 


CH, CN, 






CO, 


CR, 


CU, 


CZ, 


DE, 


DK, 


DM, 


DZ, 


EC, 


EE, 


ES, 


FI, 


GB, 


GD, 


GE, GH, 






GM, 


HR, 


HU, 


ID, 


IL, 


IN, 


IS, 


JP, 


KE, 


KG, 


KP, 


KR, 


KZ, 


LC, 


LK, LR, 






LS, 


LT, 


LU, 


LV, 


MA, 


MD, 


MG, 


MK, 


MN, 


MW, 


MX, 


MZ, 


NI, 


NO, 


NZ, OM, 






PH, 


PL, 


PT, 


RO, 


RU, 


SC, 


SD, 


SE, 


SG, 


SK, 


SL, 


TJ, 


TM, 


TN, 


TR, TT, 






TZ, 


UA, 


UG, 


US, 


UZ, 


vc, 


VN, 


YU, 


ZA, 


ZM, 


ZW 












RW: 


GH, 


GM, 


KE, 


LS, 


MW, 


MZ, 


SD, 


SL, 


SZ, 


TZ, 


UG, 


ZM, 


ZW, 


AM, 


AZ, BY, 






KG, 


KZ, 


MD, 


RU, 


TJ, 


TM, 


AT, 


BE, 


BG, 


CH, 


CY, 


CZ, 


DE, 


DK, 


EE, ES, 






FI, 


FR, 


GB, 


GR, 


HU, 


IE, 


IT, 


LU, 


MC, 


NL, 


PT, 


RO, 


SE, 


SI, 


SK, TR, 






BF, 


BJ, 


CF, 


CG, 


CI, 


CM, 


GA, 


GN, 


GQ, 


GW, 


ML, 


MR, 


NE, 


SN, 


TD, TG 


CA 


2482838 






AA 




20031211 




CA 2003- 


2482838 




20030529 


AU 


2003241925 




Al 




20031219 




AU 2003- 


241925 




20030529 


EP 


1510516 






Al 




20050302 




EP 2003- 


733170 




20030529 




R: 


AT, 


BE, 


CH, 


DE, 


DK, 


ES, 


FR, 


GB, 


GR, 


IT, 


LI, 


LU, 


NL, 


SE, 


MC, PT, 






IE, 


SI, 


LT, 


LV, 


FI, 


RO, 


MK, 


CY, 


AL, 


TR, 


BG, 


CZ, 


EE, 


HU, 


SK 


CN 


1656079 






A 




20050817 




CN 2003- 


812475 ' 




20030529 


US 


2005208582 




Al 




20050922 




US 2003- 


447948 




20030530 


US 


2005261339 




Al 




20051124 




US 2005- 


509795 




20050225 


JP 


2002 


-158467 




A 




20020531 


















JP 


2003 


-153 






A 




20030106 


















wo 


2003 


-JP6777 




W 




20030529 



















OS 
AB 



IT 



RN 
CN 



MARPAT 140:27819 

The title compds . I [Rl represents (CO) h (NRa) j (CRb : CRc) kAr (wherein Ra, 
Rb, and Rc each independently represents hydrogen, halogeno, hydroxy, 
optionally substituted Cl-6 alkyl, etc.); Ar = (un) substituted aromatic 
heterocyclic ring, etc.; h, j, k = 0 or 1; Cy is a 5- or 6-membered aromatic 
heterocycle; and V represents L-X-Y (wherein L is a single bond, 
optionally substituted Cl-6 alkylene, etc.; X is a single bond, O, CO, 
etc.; and Y is hydrogen, halogeno, nitro, etc.); n = 0 - 4] are prepared 
Compds. of this invention in vitro showed IC50 values of 63 nM to 578 nM 
against JNK-3. 
495405-10-2 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(preparation of pyrazole derivs. as JNK inhibitors) 
495405-10-2 CAPLUS 

Propanoic acid, 2-cyano-3, 3-dimethoxy-, sodium salt (9CI) (CA INDEX NAME) 
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10/816,554 (int) 



CN OMe 

i I 

HO2C-CH- CH-OMe 
• Na 

RE.CNT 57 THERE ARE 57 CITED REFERENCES AVAILABLE FOR THIS RECORD 
ALL CITATIONS' AVAILABLE IN THE RE FORMAT 
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TI Substituent Effects of p-Diketiminate Ligands on the Structure and 

Physicochemical Properties of Copper (II) Complexes 
AU Shimokawa, Chizu; Yokota, Seiji; Tachi, Yoshimitsu; Nishiwaki, Nagatoshi; 

Ariga, Masahiro; Itoh, Shinobu 
CS Department of Chemistry, Graduate School of Science, Osaka City 

University, Osaka, 558-8585, Japan 
SO Inorganic Chemistry (2003), 42(25), 8395-8405 

CODEN: INOCAJ; ISSN: 0020-1669 
PB American Chemical Society 
DT Journal 
LA English 
OS CASREACT 140:86515 

AB Substituent effects of p-diketiminate ligands on the structure and 
physicochem. properties of the Cu(II) complexes were systematically 
studied by using 3-iminopropenylamine derivs . , R3N: CHC (Rl ) : CHNHR3 [Rl = 
Me, H, CN, N02; R3 = Ph, Mes (mesityl) , Dep ( 2, 6-diethylphenyl) , Dipp 
(2, 6-diisopropylphenyl) , or Dtbp ( 3, 5-di-tert-butylphenyl ) ] . When the 
ligands with R3 = Ph or Dtbp were treated with Cu(OAc)2, 
bis (P-diketiminate) copper (II) complexes exhibiting distorted 
tetrahedral geometries were obtained, the crystal structures of which were 
nearly the same as each other regardless of the a-substituent (Rl) ; 
dihedral angles between the two p-diketiminate coordination planes 
are 62.5 ± 1.2°, and the Cu-N bond lengths are 1.959 ± 0.008 
A. The distorted tetrahedral structures are maintained in solution, but 
the spectroscopic features, especially g.dblvert. values of the ESR spectra and 
the d-d bands of the absorption spectra, as well as the electrochem. 
behaviors of the complexes, are significantly affected by the electronic 
nature of Rl. The ligands with R3 = Mes and Dep, however, gave 
di (n-hydroxo) di copper (II) complexes, and their crystal structures as 
well as spectroscopic and electrochem. features also were explored. Also, 
the ligand with the more sterically encumbered aromatic substituent (Dipp) 
provided a mononuclear four-coordinate square planar Cu(II) complex 
supported by one p-diketiminate ligand and one bidentate acetate ion. 
Thus, the p-diketiminate ligands with a variety of substituents (Rl 
and R3) were explored to provide coordinatively unsatd. (four-coordinate) 
mononuclear and dinuclear Cu(II) complexes with significantly different 
coordination geometry and properties. 

IT 87466-80-6 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(for preparation of arylaminopropenimine ligand) 

RN 87466-80-6 CAPLUS 

CN 2-Propenenitrile, 3-butoxy-2- (dibutoxymethyl) - (9CI) (CA INDEX NAME) 



n-BuO CN 

I I 

n-BuO- CH- C= CH- OBu-n 

RE.CNT 49 THERE ARE 49 CITED REFERENCES AVAILABLE FOR THIS RECORD 
ALL CITATIONS AVAILABLE IN THE RE FORMAT 
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DN 139:117343 

TI Preparation of 4-aminopyridines for use in pest control 

IN Maurer, Fritz; Erdelen, Christoph; Kuck, Karl-Heinz; Mauler-Ma chnik, 

Astrid; Wachendorff -Neumann, Ulrike; Turberg, Andreas 
PA Bayer CropScience AG, Germany 
SO PCT Int. Appl., 83 pp. 

CODEN: PIXXD2 
DT Patent 
LA German 
FAN.CNT 1 





PATENT 


NO. 






KIND 


DATE 






APPLICATION 


NO. 




DATE 


PI 


WO 


2003059903 




A2 




20030724 




WO 2003-EP51 






20030107 




WO 


2003059903 




A3 




20031211 




















W: 


AE, 


AG, 


AL, 


AM, 


AT, 


AU, 


AZ, 


BA, 


BB, 


BG, BR, 


BY, 


BZ, 


CA, 


CH, CN, 








CO, 


CR, 


CU, 


CZ> 


DE, 


DK, 


DM, 


DZ, 


EC, 


EE, ES, 


FI, 


GB, 


GD, 


GE, GH, 








GM, 


HR, 


HU, 


ID, 


IL, 


IN, 


IS, 


JP, 


KE, 


KG, KP, 


KR, 


KZ, 


LC, 


LK, LR, 








LS, 


LT, 


LU, 


LV, 


MA, 


MD, 


MG, 


MK, 


MN, 


MW, MX, 


MZ, 


NO, 


NZ, 


OM, PH, 








PL, 


PT, 


RO, 


RU, 


SC, 


SD, 


SE, 


SG, 


SK, 


SL, TJ, 


TM, 


TN, 


TR, 


TT, TZ, 








UA, 


UG, 


US, 


UZ, 


vc, 


VN, 


YU, 


ZA, 


ZM, 


ZW 














RW: 


GH, 


GM, 


KE, 


LS, 


MW, 


MZ, 


SD, 


SL, 


SZ, 


TZ, UG, 


ZM, 


ZW, 


AM, 


AZ, BY, 








KG, 


KZ, 


MD, 


RU, 


TJ, 


TM, 


AT, 


BE, 


BG, 


CH, CY, 


CZ, 


DE, 


DK, 


EE, ES, 








FI, 


FR, 


GB, 


GR, 


HU, 


IE, 


IT, 


LU, 


MC, 


NL, PT, 


SE, 


si, 


SK, 


TR, BF, 








BJ, 


CF, 


CG, 


CI, 


CM, 


GA, 


GN, 


GQ, 


GW, 


ML, MR, 


NE, 


SN, 


TD, 


TG 




DE 


10201764 






Al 




20030731 




DE 2002-10201764 




20020118 




AU 


2003235696 




Al 




20030730 




AU 2003-235696 




20030107 


PRAI 


DE 


2002 


-10201764 


A 




20020118 


















WO 


2003 


-EP51 




W 




20030107 
















OS 


MARPAT 


139: 


117343 
























AB 


Title compds . I 


[Rl 


= alkyl; R2 


= halo; 


R3 


= heterocycle; n 


= 1 


, 2; Y = 



IT 



RN 
CN 



halo, alkyl, haloalkyl; p = 0-2] were prepared For example, coupling of 
carboxylic acid II, e.g., prepared from 4-cyanophenylacetic acid in 2-steps, 
and 2-ethyl-3-chloro-4-aminopyridine afforded aminopyridine III in 18% 
yield. In aphis gossypii pesticidal studies with gossypium hirsutum, 
aminopyridine III, at 500 ppm, exhibited 100% aphid mortality after 
6-days. Compds. I are claimed useful for the control of microorganisms. 
105161-33-9 

RL: RCT (React ant) ; RACT (React ant or reagent) 

(preparation of 4-aminopyridines for use in pest control) 
105161-33-9 CAPLUS 

2-Propenenitrile, 2- (dimethoxymethyl ) -3-hydroxy-, sodium salt (9CI) (CA 
INDEX NAME) 



NC OMe 

I I 

HO- CH= C- CH— OMe 



Na 
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AN 2002:943500 CAPLUS 
DN 138:153468 

TI Identification of Phenylisoxazolines as Novel and Viable Antibacterial 
Agents Active against Gram-Positive Pathogens 

AU Barbachyn, Michael R. ; Cleek, Gary J.; Dolak, Lester A.; Garmon, Stuart 
A.; Morris, Joel; Seest, Eric P.; Thomas, Richard C; Toops, Dana S.; 
Watt, William; Wishka, Donn G. ; Ford, Charles W.; Zurenko, Gary E. ; Hamel, 
Judith C; Schaadt, Ronda D.; Stapert, Douglas; Yagi, Betty H.; Adams, 
Wade J.; Friis, Janice M.; Slatter, J. Gregory; Sams, James P.; Oien, 
Nancee L.; Zaya, Matthew J.; Wienkers, Larry C. ; Wynalda, Michael A. 

CS Pharmacia Corporation, Kalamazoo, MI, 49001, USA 

SO Journal of Medicinal Chemistry (2003), 46(2), 284-302 
CODEN: JMCMAR; ISSN: 0022-2623 

PB American Chemical Society 

DT Journal 

LA English 

OS CASREACT 138:153468 

AB A new and promising group of antibacterial agents, collectively known as 
the oxazolidinones and exemplified by linezolid, have recently emerged as 
important new therapeutic agents for the treatment of infections caused by 
Gram-pos . bacteria. Because of their significance, extensive synthetic 
investigations into the structure-activity relationships of the 
oxazolidinones have been conducted at Pharmacia. One facet of this 
research effort has focused on the identification of bioisosteric 
replacements for the usual oxazolidinone A-ring. In this paper the 
studies leading to the identification of antibacterial agents 
incorporating a novel isoxazoline A-ring surrogate is presented. In a 
gratifying result, the initial isoxazoline analog prepared I (Rl = 
3-methoxy-4-troponyl, R2 = R3 = H) was found to exhibit in vitro 
antibacterial activity approaching that of the corresponding oxazolidinone 
progenitor. The synthesis and antibacterial activity profile of a 
preliminary series of isoxazoline analogs, (±)-, (R)-, (S)- and 
dehydro-I (Rl = 4-pyridinyl, morpholino, 4-hydroxyacetyl-l-piperazino, 
etc., R2 = H, F, R3 = H, F, Cl, X = O, S) , incorporating either a C-C or 
N-C linkage between their B- and C-rings will be presented. Many of the 
analogs exhibited interesting levels of antibacterial activity. The 
piperazine derivative (R)-I (Rl = 4-hydroxyacetyl-l-piperazino, R2 = R3 = F, X 
= 0), derived from (R) -acetamidomethyltrif luorophenylisoxazoline, 
displayed especially promising in vitro activity and in vivo efficacy 

comparable 

to the activity and efficacy of linezolid. 
IT 495405-10-2 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(preparation of phenylisoxazoline derivs . and investigation of their 
antibacterial structure-activity relationship) 
RN 495405-10-2 CAPLUS 

CN Propanoic acid, 2-cyano-3, 3-dimethoxy-, sodium salt (9CI) (CA INDEX NAME) 



CN OMe 

I I 

H02C-CH- CH-OMe 



© Na 
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AN 2002:847770 CAPLUS 
DN 137:353063 

TI Preparation of piperazines as antidiabetic agents 

IN Maruta, Katsunori; Iwai, Kiyotaka; Yoshida, Kozo; Nagata, Tatsu 

PA Sumitomo Pharmaceuticals Co., Ltd., Japan 

SO Jpn. Kokai Tokkyo Koho, 32 pp. 

CODEN: JKXXAF 
DT Patent 
LA Japanese 
FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI JP 2002322163 A2 20021108 JP 2001-123655 20010420 

PRAI JP 2001-123655 20010420 
OS MARPAT 137:353063 

AB The compds. I (Arl = substituted Ph, (un) substituted monocyclic 

heteroaryl, dicyclic aryl, dicyclic heteroaryl; Ar2 = (un) substituted 
phenylene, dicyclic arylene, monocyclic heteroarylene, dicyclic 
heteroarylene; A = methylene, ethylene; R = XYAr3; X = Cl-3 alkylene; Y = 
single bond, NR1, O; Rl = H, Me, Et; Ar3 = (un) substituted Ph, monocyclic 
heteroaryl, dicyclic aryl, dicyclic heteroaryl) or their pharmaceutically 
acceptable salts are prepared 2- (5-Ethyl-2-pyridyl) ethanol was esterified 
with mesyl chloride in the presence of Et3N in THF at room temperature for 1 h 
and reacted with 4- [ [4- [ 4- (trif luoromethyl ) benzyl] -1- 
piperazinyl] carbonyl] phenol in the presence of K2C03 in DMF at 100° 
for 5 h to give 63% 1- [4- [2- ( 5-ethyl-2-pyridyl) ethoxy] benzoyl] -4- [4- 
( trif luoromethyl) benzyl] piperazine, which was administered in mice at 128 
mg/kg/day, resulting in blood glucose level 522.3±89.4 mg/dL, while 
548.8±61.6 mg/dL at 0 mg/kg/day. 

IT 474659-25-1P 

RL: RCT (Reactant) ; SPN (Synthetic preparation) ; PREP (Preparation); RACT 
(Reactant or reagent) 

(preparation of piperazines as antidiabetic agents) 
RN 474659-25-1 CAPLUS 

CN 2-Propenenitrile, 2- (dimethoxymethyl ) -3-hydroxy-, sodium salt, (2E)- (9CI) 
(CA INDEX NAME) 

Double bond geometry as shown. 



OMe 




CN 



• Na 
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AN 2002:750919 
DN 137:286342 

TI Heat developing photographic material 
IN Yamaguchi, Tetsuo 
PA Fuji Photo Film Co., Ltd., 
SO Jpn. Kokai Tokkyo Koho, 81 

CODEN: JKXXAF 
DT Patent 
LA Japanese 
FAN.CNT 1 

PATENT NO. 



COPYRIGHT 2006 ACS on STN 



Japan 
pp. 



KIND 



DATE 



APPLICATION NO. 



DATE 



PI 

PRAI 

OS 

AB 



JP 2002-7064 
US 2002-46141 



20020116 
20020116 



IT 



RN 
CN 



JP 2002287294 A2 20021003 

US 2002155401 Al 20021024 

JP 2001-7261 A 20010116 

MARPAT 137:286342 

The disclosed heat-developable photog. materials contain fatty acid silver 

salt, photosensitive Ag halide, a reducing agent for Ag ions, a compound of 

formula XmL(AB)n (X = Ag halide adsorber or light absorber group; L = 

bond, linking group, A = electron donating group, B = group released 

during development) , and a compound which image wisely forms chemical species 

that acts as development initiator on or near the fatty acid Ag salt. The 

photothermog. imaging materials have high sensitivity, low fog, and give 

high contrast high optical d. images. Thus the materials is especially useful 

in photolithog. plate making processes. 

363192-87-4 

RL: TEM (Technical or engineered material use) ; USES (Uses) 

(photothermog photosensitive materials containing) 
363192-87-4 CAPLUS 

Propanoic acid, 2-cyano-3, 3-diethoxy-, decyl ester (9CI) (CA INDEX NAME) 



O CN OEt 
II I I 

Me- ( CH2 ) 9 - O- C~ CH~ CH- OEt 
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AN 2002:637680 CAPLUS 
DN 137:185502 

TI Preparation of 2, 6-disubstituted 7-oxopyrido [2 , 3-d] pyrimidines for 
treating p38 mediated disorders 

Chen, Jian Jeffrey; Dunn, James Patrick; Goldstein, David Michael; Stahl, 
Christoph Martin 
F. Hoffmann-La Roche Ag, Switz. 
PCT Int. Appl., 207 pp. 
CODEN: PIXXD2 
Patent 
English 
FAN.CNT 1 

PATENT NO. 



IN 

PA 

SO 

DT 
LA 



KIND DATE 



APPLICATION NO. 



DATE 



PI wo 


2002064594 




A2 




20020822 




WO 2002- 


EP1106 




20020204 


wo 


2002064594 




A3 




20030109 














W: AE, 


AG, 


AL, 


AM, 


AT, 


AU, AZ, 


BA, 


BB, BG, 


BR, BY, 


BZ, 


CA, CH, CN, 




CO, 


CR, 


CU, 


CZ, 


DE, 


DK, DM, 


DZ, 


EC, EE, 


ES, FI, 


GB, 


GD, GE, GH, 




GM, 


HR, 


HU, 


ID, 


IL, 


IN, IS, 


JP, 


KE, KG, 


KP, KR, 


KZ, 


LC, LK, LR, 




LS, 


LT, 


LU, 


LV, 


MA, 


MD, MG, 


MK, 


MN, MW, 


MX, MZ, 


NO, 


NZ, PH, PL, 




PT, 


RO, 


RU, 


SD, 


SE, 


SG, SI, 


SK, 


SL, TJ, 


TM, TR, 


TT, 


TZ, UA, UG, 




uz, 


VN, 


YU, 


ZA, 


ZW 
















RW: GH, 


GM, 


KE, 


LS, 


MW, 


MZ, SD, 


SL, 


SZ, TZ, 


UG, ZM, 


ZW, 


AT, BE, CH, 




CY, 


DE, 


DK, 


ES, 


FI, 


FR, GB, 


GR, 


IE, IT, 


LU, MC, 


NL, 


PT, SE, TR, 




BF, 


BJ, 


CF, 


CG, 


CI, 


CM, GA, 


GN, 


GQ, GW, 


ML, MR, 


NE, 


SN, TD, TG 


CA 


2434834 






AA 




20020822 




CA 2002- 


2434834 




20020204 


EP 


1361880 






A2 




20031119 




EP 2002- 


726103 




20020204 


EP 


1361880 






Bl 




20050928 














R: AT, 


BE, 


CH, 


DE, 


DK, 


ES, FR, 


GB, 


GR, IT, 


LI, LU, 


NL, 


SE, MC, PT, 




IE, 


SI, 


LT, 


LV, 


FI, 


RO, MK, 


CY, 


AL, TR 








BR 


2002007172 




A 




20040330 




BR 2002- 


7172 




20020204 


CN 


1503672 






A 




20040609 




CN 2002- 


804834 




20020204 


JP 


2004525896 




T2 




20040826 




JP 2002- 


564525 




20020204 


NZ 


526961 






A 




20050324 




NZ 2002- 


526961 




20020204 


AT 


305303 






E 




20051015 




AT 2002- 


726103 




20020204 


RU 


2269527 






C2 




20060210 




RU 2003- 


125887 




20020204 


ES 


2249574 






T3 




20060401 




ES 2002- 


2726103 




20020204 


US 


2003171584 




Al 




20030911 




US 2002- 


73845 




20020211 


US 


6696566 






B2 




20040224 












ZA 


2003005938 




A 




20041101 




ZA 2003- 


-5938 




20030731 


NO 


2003003540 




A 




20030811 




NO 2003- 


•3540 




20030811 


BG 


108085 






A 




20041230 




BG 2003- 


■108085 




20030812 


US 


2004116698 




Al 




20040617 




US 2003- 


■722703 




20031125 


PRAI US 


2001-268375P 




P 




20010212 












US 


2001-334654P 




P 




20011130 












WO 


2002-EP1106 




W 




20020204 












US 


2002-73845 




Al 




20020211 













OS MARPAT 137:185502 

AB The title compds . with general formula I or II [wherein Z = N or CH; W = 
NR2; XI = O, NR4, S, CR5R6, or CO; R4, R5, and R6 = independently H or 
alkyl; X2 = O or NR7; Arl = (hetero) aryl ; R2 = H, alkyl, acyl, 
alkoxycarbonyl, aryloxycarbonyl, heteroalkyl (oxy) carbonyl, or R21-R22; R21 
= alkylene or CO; R22 = alkyl or alkoxy; Rl = H, (halo) alkyl, 
.(hetero) aryl, (hetero) aralkyl, cyclo (alkyl) alkyl, hetero (cyclyl) alkyl, 
cyanoalkyl, heterocyclyl, or substituted hetero (alkyl ) cycloalkyl, 
heterocycloamino, or acyl (alkylene) ; R3 = H, (cyclo) alkyl, 
cycloalkylalkyl, aryl, aralkyl, haloalkyl, heteroalkyl, cyanoalkyl, 
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acylalkylene, (un) substituted amino; R7 = H or alkyl; R8 and R9 = 
independently H, ( cyclo) alkyl, aryl (sulf onyl) , aralkyl, cycloalkylalkyl, 
heteroalkyl, alkylsulf onyl, acyl, etc.; and pharmaceutically acceptable 
salts thereof] were prepared For example, the substitution reaction of 
6- (2-fluorophenoxy) -8-methyl-2- (methylsulfonyl) pyrido [2, 3-d] pyrimidin- 
7(8H)-one (preparation given) and 1- (methylsulfonyl ) piperidin-4-amine 
(preparation 

given), followed by salt formation, gave the phenoxypyrido [2 , 3- 
d]pyrimidinone II3>HC1. I and II have IC50 activity against p38 
kinase in the range of 0.1-5000 nM, with the majority being 1-1000 nM. I 
and II are useful for the treatment of arthritis, Crohn's disease, 
irritable bowel syndrome, adult respiratory distress syndrome,, chronic 
obstructive pulmonary disease, or Alzheimer's disease (no data). 
IT 449811-60-3P 

RL: RCT (Reactant) ; SPN (Synthetic preparation) ; PREP (Preparation); RACT 
(Reactant or reagent) 

(intermediate; preparation of oxopyrido [2, 3-d] pyrimidines for treating p38 
mediated disorders) 
RN 449811-60-3 CAPLUS 

CN 2-Propenenitrile, 2- (diethoxymethyl) -3-hydroxy-, potassium salt (9CI) (CA 
INDEX NAME) 



NC OEt 

I I 

HO- CH= C- CH- 



• K 
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L10 ANSWER 12 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 
AN 2001:726583 CAPLUS 
DN 135:280588 

TI Photothermographic material containing nucleating and image stabilizing 
agents 

IN Kitakoji, Hiromune; Hirano, Shigeo; Ezoe, Toshihide 
PA Fuji Photo Film Co., Ltd., Japan 
SO Jpn. Kokai Tokkyo Koho, 41 pp. 

CODEN: JKXXAF 
DT Patent 
LA Japanese 
FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI JP 2001272748 A2 20011005 JP 2000-82647 20000323 

PRAI JP 2000-82647 20000323 
OS MARPAT 135:280588 

AB The material comprises a support having thereon an image forming layer 

containing a light insensitive Ag salt, a light sensitive Ag halide, a binder, 
^1 of nucleating agents of R1ZC:CR2R3 (Rl-3 = H, substituent; Z = 
electron attractive group, silyl; Rl and Z, R2 and R3, Rl and R2, R3 and Z 
may form a ring), substituted isoxazole derivative I (R4 = substituent), and 
XYCHCHAB (X, Y = H, substituent; A, B = alkoxy, alkylthio, alkylamino, 
aryloxy, arylthio, anilino, heterocyclic oxy; heterocyclic thio, 
heterocyclic amino; X and Y, and A and B may form a ring), and ^1 
of P, Sb, and Bi image stabilizing agents selected from 

RllR12PO(XlnlPOR13)mlR14 (II; Rll-14 = OYll/q, OR31, R32, NR33R34; Yl = H, 

alkali metal ion, alkaline earth metal ion, ammonium ion; q = valence of Yl; 

R31-34 = H, alkyl, aryl, heterocycle; Rll and R14 may form a ring; 

>1 of Rll-14 = OYll/q, NR33R34; XI = O, NH; nl = 0-2; ml £0; 

II is not hydrated product of P205 or its salt), R21PR22R23 (R21-23 = = 

0Y21/q, OR5, R6, NR7R8; Y2 = H, alkali metal ion, alkaline earth metal ion, 

ammonium ion; q = valence of Y2; R5-8 = H, alkyl, aryl, heterocycle; 

£1 of R21-23 = OY21/q, NR7R8) , and Y3m3MrOn3 (Y3 = H, alkali metal 

ion, alkaline earth metal ion, ammonium ion; m3 = 0-3; M = Sb, Bi; r = 1, 2; 

n3 = 1-3) . It shows high Dmax and low Dmin and improved image storage 

stability. 

IT 363192-87-4 

RL: DEV (Device component use); USES (Uses) 

(photothermog. material containing nucleating agent and image stabilizer) 

RN 363192-87-4 CAPLUS 

CN Propanoic acid, 2-cyano-3, 3-diethoxy-, decyl ester (9CI) (CA INDEX NAME) 



O CN OEt 
III I 

Me- ( CH2 ) 9— O- C~ CH~ CH~ OEt 
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L10 ANSWER 13 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 
AN 2001:559509 CAPLUS 
DN 135:122202 

TI Procedure for the production of 2- and 2, 2-disubstituted ma londi aldehyde 
diacetals from ortho esters and substituted vinyl ethers 

IN Bauer, Frank; Subramaniam, Chitoor 

PA Degussa A.-G., Germany 

SO Ger. Of fen., 8 pp. 
CODEN: GWXXBX 

DT Patent 

LA German 

FAN.CNT 1 



PATENT NO. 


KIND 


DATE 


APPLICATION NO. 


DATE 


PI DE 10061211 


Al 


20010802 


DE 2000-10061211 


20001208 


US 2002040166 


Al 


20020404 


US 2000-493908 


20000128 


US 6395920 


Bl 


20020528 






JP 2001213829 


A2 


20010807 


JP 2001-17345 


20010125 


BE 1014907 


A3 


20040601 


BE 2001-60 


20010125 


PRAI US 2000-493908 


A 


20000128 







OS CASREACT 135:122202; MARPAT 135:122202 

AB 2-Substituted and 2, 2-disubstituted malondialdehyde diacetals 

(RIO) (R20)CHC(R5) (R6)CH(OR4) (OR3) [R1-R4 = alkyl, cycloalkyl, aralkyl, 
aryl; R5, R6 = H, alkyl, cycloalkyl, aralkyl, aryl, C02H, C02Na, CHO, CN, 
C(0)NH2, etc.] [e.g., Me 3, 3-dimethoxy-2- (dimethoxymethyl ) propionate] are 
prepared in high yield and selectivity from the reaction of orthoformate 
esters (R20) (R30) (R40) CH (e.g., tri-Me orthoformate) with substituted 
vinyl ethers RIOCHC (R5) (R6) (e.g., Me trans-3-methoxyacrylate) . 

IT 50744-77-9P 

RL: SPN (Synthetic preparation); PREP (Preparation) 

(procedure for the production of 2- and 2, 2-disubstituted malondialdehyde 
diacetals from ortho esters and substituted vinyl ethers) 

RN 50744-77-9 CAPLUS 

CN Propanenitrile, 2- (dimethoxymethyl) -3, 3-dimethoxy- (9CI) (CA INDEX NAME) 



MeO CN OMe 

I I I 
MeO- CH- CH- CH~ OMe 
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L10 ANSWER 14 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 
AN 2001:426720 CAPLUS 
DN 135:210953 

TI A convenient synthesis of 3, 4-difunctionalized S-carbolines 

AU Papamicael, C. ; Queguiner, G. ; Bourguignon, J.; Dupas, G. 

CS Laboratoire de Chimie Organique Fine et Heterocyclique, UPRESA 6014 , 

INSA-IRCOF, Mont-Saint-Aignan, 76131, Fr. 
SO Tetrahedron (2001), 57(25), 5385-5391 

CODEN: TETRAB; ISSN: 0040-4020 
PB Elsevier Science Ltd. 
DT Journal 
LA English 

OS CASREACT 135:210953 

AB An efficient and direct preparation of f unctionalized 5-carbolines, via a 
ring closure reaction between the appropriate indole amine and a masked 
1,3-dicarbonyl compound is described. This method afforded new 
3-substituted 5-carbolines and these products were subjected to 
ortho-lithiation expts . Various 3, 4-disubstituted 5-carbolines were 
obtained in acceptable yields. 

IT 105161-33-9 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(preparation of functionalized 5-carbolines via ring closure reaction 
between indole amine and masked 1,3-dicarbonyl compound) 

RN 105161-33-9 CAPLUS 

CN 2-Propenenitrile, 2- (dimethoxymethyl ) -3-hydroxy-, sodium salt (9CI) (CA 
INDEX NAME) 



NC OMe 

I i 

HO- CH= C- CH- OMe 



• Na 

RE.CNT 29 THERE ARE 29 CITED REFERENCES AVAILABLE FOR THIS RECORD 
ALL CITATIONS AVAILABLE IN THE RE FORMAT 
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L10 ANSWER 15 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 
AN 2000:802949 CAPLUS 
DN 134:100754 

TI Preparation of 2, 5-iminoazepines via the imine-ene reaction of 

3-allylamino-2- (substituted) acrolein imines 
AU Takamura, Shinji; Yamada, Hisashi; Michinaka, Takaanori; Yamaoto, 

Hidetoshi; Kakehi, Akikazu; Noguchi, Michihiko 
CS Dep. Applied Chemistry, Faculty Engineering, Yamaguchi Univ., Tokiwadai, 

Ube, 755-8611, Japan 
SO Journal of Chemical Research, Synopses (2000), (9), 426-428 

CODEN: JRPSDC; ISSN: 0308-2342 
PB Science Reviews Ltd. 
DT Journal 
LA English 

OS CASREACT 134:100754 

AB Malonaldehyde derivative with an excess of allylamine in refluxing toluene 
gave 2, 5-iminoazepines, e.g I (R = CN, C02Me, Rl = H, Ph) in moderate 
yields via the thermal imine-ene reaction of the initially formed 
vinamidines . 
IT 87466-80-6 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(preparation of iminoazepines via imine-ene reaction of allylamino 
substituted acrolein imines) 
RN 87466-80-6 CAPLUS 

CN 2-Propenenitrile, 3-butoxy-2- (dibutoxymethyl) - (9CI) (CA INDEX NAME) 



n-BuO CN 
I I 

n-BuO- CH- C= CH- OBu-n 

RE.CNT 8 THERE ARE 8 CITED REFERENCES AVAILABLE FOR THIS RECORD 

ALL CITATIONS AVAILABLE IN THE RE FORMAT 
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L10 ANSWER 16 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 
AN 2000:358609 CAPLUS 
DN 133:150536 

TI An efficient preparation of macrocycles bearing vinamidine moieties by the 
cyclocondensation of malonaldehyde derivatives and 1,©- 
diaminoalkanes 

AU Takamura, Shinji; Yoshimiya, Takanori; Kameyama, Shinobu; Nishida, Akiko; 

Yamamoto, Hidetoshi; Noguchi, Michihiko 
CS Department of Applied Chemistry, Faculty of Engineering, Yamaguchi 

University, Ube, 755-8611, Japan 
SO Synthesis (2000), (5), 637-639 

CODEN: SYNTBF; ISSN: 0039-7881 
PB Georg Thieme Verlag 
DT Journal 
LA English 

OS CASREACT 133:150536 

AB An efficient preparation of macrocycles I (Z= cyano, C02Me, n = 2, 4, 5, 6, 12) 
bearing vinamidine moieties is described. The key to the preparation is the 
(2:2) cyclocondensation of malonaldehyde derivs. ZC (CHO) C : CHOR (R = Bu, H) 
and l,<D-diaminoalkanes H2N (CH2) nNH2 . 
IT 87466-80-6 

RL: RCT ( React ant ) ; RACT (Reactant or reagent) 

(preparation of vinamidine-containing macrocycles by cyclocondensation of 
malonaldehyde derivs. with diaminoalkanes ) 
RN 87466-80-6 CAPLUS 

CN 2-Propenenitrile, 3-butoxy-2- (dibutoxymethyl) - (9CI) (CA INDEX NAME) 



n-BuO CN 

I I 

n-BuO- CH- C= CH- OBu-n 

RE.CNT 12 THERE ARE 12 CITED REFERENCES AVAILABLE FOR THIS RECORD 
ALL CITATIONS AVAILABLE IN THE RE FORMAT 
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L10 ANSWER 17 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 
AN 1998:348085 CAPLUS 
DN 129:95387 

TI An efficient synthesis of 3-cyanoquinoline derivatives 

AU Charpentier, Patricia; Lobregat, Virginie; Levacher, Vincent; Dupas, 

Georges; Queguiner, Guy; Bourguignon, Jean 
CS Laboratoire de Chimie Organique Fine et Heterocyclique associe au CNRS 

IRCOF-INSA, Mont Saint Aignan, F-76131, Fr. 
SO Tetrahedron Letters (1998), 39(23), 4013-4016 

CODEN: TELEAY; ISSN: 0040-4039 
PB Elsevier Science Ltd. 
DT Journal 
LA English 
OS CASREACT 129:95387 

AB A short and efficient method is reported for the preparation of 

3-cyanoquinoline derivs . Reaction of 3, 3-dimethoxy-2-f ormylpropanenitrile 
sodium salt with various anilines afforded Z-enamines, which were 
subsequently isomerized to E-enamines and cyclized in a one pot procedure 
to give 3-cyanoquinolines in good yields . 

IT 105161-33-9 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 
(preparation of cyanoquinolines ) 

RN 105161-33-9 CAPLUS 

CN 2-Propenenitrile, 2- (dimethoxymethyl) -3-hydroxy-, sodium salt (9CI) (CA 
INDEX NAME) 



NC OMe 
I I 

HO- CH= C- CH— OMe 



• Na 

RE.CNT 16 THERE ARE 16 CITED REFERENCES AVAILABLE FOR THIS RECORD 
ALL CITATIONS AVAILABLE IN THE RE FORMAT 
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L10 ANSWER 18 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 
AN 1995:109858 CAPLUS 
DN 122:31373 

TI One-pot synthesis of pyrrolo [2, 3-b] pyridine derivatives 

AU Levacher, V.; Leroy, C; Dupas, G. ; Bourguignon, J.; Queguiner, G. 

CS Lab. Chim. Org. Fine Heterocyclique, INSA, Mont Saint Aignan, 76131, Fr. 

SO Synthetic Communications (1994), 24(19), 2697-705 

CODEN: SYNCAV; ISSN: 0039-7911 
DT Journal 
LA English 
OS CASREACT 122:31373 

AB Pyrrolo [2, 3-b] pyridine derivs., precursors of chiral NADH models, are 

prepared by a facile one pot procedure. Thus, pyrrolopyridinedicarbonitrile 
I was prepared by reacting K+O-CH: C (CN) CH2CN with Et2NH3Cl-/AcOH, Na+OEt, 
and (MeO) 2CHC(CN) :CHO-Na+. 

IT 105161-33-9 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 
(preparation of pyrrolopyridines) 

RN 105161-33-9 CAPLUS 

CN 2-Propenenitrile, 2- (dimethoxymethyl) -3-hydroxy-, sodium salt (9CI) (CA 
INDEX NAME) 



NC OMe 
I I 

HO- CH= C- CH— OMe 



• Na 



Page 29 



10/816,554 (int) 



L10 ANSWER 19 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 
AN 1994:106937 CAPLUS 
DN 120:106937 

TI Synthesis of chiral NADH model compounds in the pyrrolo [ 3, 2-b] pyridine 
series: models with a chiral group on the pyrrole nitrogen or on the 
carboxamide side chain 

AU Monnet, Marie Odile; Prevost, Pierre; Dupas, Georges; Bourguignon, Jean; 
Queguiner, Guy 

CS Inst. Natl. Sci. Appl . , Mont Saint Aignan, 76131, Fr. 
SO Tetrahedron (1993), 49(26), 5831-44 

CODEN: TETRAB; ISSN: 0040-4020 
DT Journal 
LA English 

AB The preparation of chiral NADH model compds . in the pyrrolo [ 3, 2-b] pyridine 
series is described, using various strategies. The first route involved 
alkylation of the pyrrole N of a nitropyrrole carboxylate followed by a 
ring closure reaction in a [3+3] process. The same [3+3] process was used 
in the 2nd route to prepare pyrrolo [3, 2-b] pyridine . Various alkylation 
methods were tested with the view of introducing a chiral moiety on the 
pyrrole N. The best results were obtained with the Mitsunobu reaction. 
For example, the chiral NADH model I was prepared and its activity as chiral 
auxiliary in the stereoselective reduction of Me benzoylf ormate was 
investigated. 

IT 105161-33-9 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 
(reactant for chiral NADH model compound) 

RN 105161-33-9 CAPLUS 

CN 2-Propenenitrile, 2- (dimethoxymethyl) -3-hydroxy-, sodium salt (9CI) (CA 
INDEX NAME) 



NC OMe 
I I 

HO- CH= C— CH— OMe 



• Na 
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L10 ANSWER 20 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 
AN 1992:174020 CAPLUS 
DN 116:174020 

TI Synthesis of annulated NADH models in benzothieno [2, 3-b] pyridine and 

pyrido [2, 3-b] indole series 
AU Levacher, Vincent; Boussad, Nadjib; Dupas, Georges; Bourguignon, Jean; 

Queguiner, Guy 
CS IRCOF, Mont Saint Aignan, 76130, Fr. 
SO Tetrahedron (1992), 48(5), 831-40 

CODEN: TETRAB; ISSN: 0040-4020 
DT Journal 
LA English 

AB NADH models, benzothieno [2, 3-b] pyridine I (R = H, Et, X = S) and 

pyrido [2, 3-b] indole I (R = H, Et, X = NMe) have been synthesized. The key 
step was the ring closure reaction between the appropriate aminoindole or 
aminobenzothiophene II (Rl = S02C6H4Me-4, X = NMe; Rl = H, X = S) and 
(MeO) 2CHCH (CHO) CN to give benzothienopyridinecarbonitrile III (X = S) and 
pyridoindolecarbonitrile III (X = NMe), resp. I ( R = H, X = S, NMe) were 
used to reduce R2COR3 (R2 = 4-02NC6H4, R3 = H; R2 = Me, R3 = Ph; R2 = OMe, 
R3 = COPh) to R2R3CHOH. 

IT 105161-33-9 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(cyclocondensation of, with aminobenzothiophene and aminoindole) 

RN 105161-33-9 CAPLUS 

CN 2-Propenenitrile, 2- (dimethoxymethyl ) -3-hydroxy-, sodium salt (9CI) (CA 
INDEX NAME) 



NC OMe 

i I 

HO- CH= C- CH- OMe 



• Na 
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L10 ANSWER 21 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 
AN 1990:35305 CAPLUS 
DN 112:35305 

TI Process for the preparation of 2-methoxymethylene-3 , 3- 

dimethoxypropanenitrile as an intermediate for vitamin Bl. 

IN Miyashiro, Yutaka; Kaizu, Tetsuji; Kurehashi, Hideji 

PA Takeda Chemical Industries, Ltd., Japan 

SO Jpn. Kokai Tokkyo Koho, 4 
CODEN: JKXXAF 

DT Patent 

LA Japanese 

FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI JP 63017853 A2 19880125 JP 1986-162547 19860709 

PRAI JP 1986-162547 19860709 
OS CASREACT 112:35305; MARPAT 112:35305 

AB The title compound (I), useful as an intermediate for vitamin Bl, was prepared 
by treating (RO) 2CHC (CN) : CHOM (II; R = lower alkyl; M = alkali metal) with 
excess acids in MeOH. Thus, II (R = Me, M = Na) was treated with concentrated 
H2S04 in MeOH at pH 2 . Sunder stirring for 30 min, then treated with anhydrous 
A1C13 at 50° to give 91% I. 

IT 95115-01-8 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 
(alkylation of, in presence of acids) 

RN 95115-01-8 CAPLUS 

CN 2-Propenenitrile, 2- (dibutoxymethyl) -3-hydroxy-, sodium salt (9CI) (CA 
INDEX NAME) 



n-BuO CN 

i I 

n-BuO- CH— C= CH— OH 



• Na 



IT 105161-33-9 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 
(methylation of, in presence of acids) 
RN 105161-33-9 CAPLUS 

CN 2-Propenenitrile, 2- (dimethoxymethyl ) -3-hydroxy-, sodium salt (9CI) (CA 
INDEX NAME) 



NC OMe 

I I 

HO- CH= C- CH- OMe 



• Na 



IT 87466-78-2P 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 



Page 32 



10/816,554 (int) 



(preparation of, as intermediate for vitamin Bl) 
RN 87466-78-2 CAPLUS 

CN 2-Propenenitrile, 2- (dimethoxymethyl) -3-methoxy- (9CI) (CA INDEX NAME) 



NC OMe 

I I 

MeO- CH= C- CH- OMe 
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AN 1988:611074 CAPLUS 
DN 109:211074 

TI A process for preparation of 2-alkyl-4-amino-5-f ormylpyrimi dines 
IN Miyashiro, Yutaka; Kaizu, Tetsuji; Kurehashi; Hideji 
PA Takeda Chemical Industries, Ltd., Japan 
SO Jpn. Kokai Tokkyo Koho, 6 

CODEN: JKXXAF 
DT Patent 
LA Japanese 
FAN.CNT 1 

PATENT NO. 



PI JP 63017869 
PRAI JP 1986-163228 



KIND 



A2 



DATE 



19880125 
19860710 



APPLICATION NO. 



JP 1986-163228 



DATE 



19860710 



OS 
AB 



IT 



RN 
CN 



CASREACT 109:211074; MARPAT 109:211074 

Title pyrimidines I (R = lower alkyl) , useful as intermediates for vitamin 

Bl, are prepared by treating (RIO) 2CHC (CN) : CHOR2 (II; Rl,R2 = lower alkyl) 

with RC(:NH)NH2 in MeOH at 75-105° with subsequent hydrolysis. 

Thus, autoclaving a mixture of II (Rl= R2 = Me), MeC ( : NH ) NH2 . HC1 , NaOMe, and 

MeOH at 90° and 2.8 kg/cm2 for 3.5 h and subsequent treatment with 

aqueous H2S04 at 60° for 1 h gave 96% I (R = Me) . 

105161-33-9, 2-Hydroxymethylene-3, 3-dimethoxypropanenitrile sodium 
salt 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(alkylation of, in preparation of pyrimidine derivative) 
105161-33-9 CAPLUS 

2-Propenenitrile, 2- (dimethoxymethyl ) -3-hydroxy-, sodium salt (9CI) (CA 
INDEX NAME) 



NC OMe 

I I 

HO- CH= C- CH— OMe 
• Na 



IT 



RN 
CN 



874 66-7 8-2 P, 2-Methoxymethylene-3, 3-dimethoxypropanenitrile 

RL: RCT (Reactant); SPN (Synthetic preparation) ; PREP (Preparation); RACT 

(Reactant or reagent) 

(preparation and cyclocondensation of, with acetamidine hydrochloride, 

pyrimidine from) 
87466-78-2 CAPLUS 

2-Propenenitrile, 2- (dimethoxymethyl) -3-methoxy- (9CI) (CA INDEX NAME) 



NC OMe 

I I 

MeO- CH= C- CH- OMe 
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AN 1988:507219 CAPLUS 
DN 109:107219 

TI Sensitive and quantitative analysis of free queuine by an isotopic 
dilution method 

AU Yamaizumi, Ziro; Iigo, Masaaki; Akimoto, Hiroshi; Nomura, Hiroaki; 

McCloskey, James A.; Nishimura, Susumu 
CS Biol. Div., Natl. Cancer Cent. Res. Inst., Japan 
SO Iyo Masu Kenkyukai Koenshu (1987), 12, 145-8 

CODEN: KIMKDN; ISSN: 0910-870X 
DT Journal 
LA Japanese 

AB To analyze free queuine present in mammalian tissues as well as in other 
specimens, mass-spectroscopic anal, using an isotope dilution method was 
developed. For this purpose, [ 1, 2 , 3-15N] -7-5- [ ( ( IS, 4S, 5R) -4 , 5-dihydroxy-2- 
cyclopenten-l-yl) amino] methyl-d2-7-deazaguanine (heavy queuine) (mol. weight, 
282; 5 mass units higher than that of natural queuine) was chemical 
synthesized. The mass spectrum of its trimethylsilylated derivative reveals 
virtually no peak at m/z 380, indicating that heavy queuine with more than 
a 1000- fold enrichment in the heavy atoms was obtained for use in queuine 
anal. Tissues from various organs of normal BDF1 mice and adenocarcinoma 
755 tumor-bearing mice (.apprx.l g of wet tissue) were homogenized after 
the addition of .apprx.400 ng heavy queuine. The homogenate was treated with 
an equal volume of 10% trichloroacetic acid. The supernatant was diluted 
3-fold with distilled water, loaded onto a column of Dowex 50 (0.5+2 
cm), and eluted with IN NH40H. The eluate containing queuine was further 
purified by Lichrosorb RP-18 HPLC. The queuine fraction obtained was 
analyzed, after trimethylsilylation by selected ion monitoring. The amount 
of natural queuine present in the tissue was calculated from the ratio of the 
intensity of m/z 380 (the fragment ion of natural queuine) to that of m/z 
385 (the fragment ion of the heavy queuine added as an internal standard) . 
The sensitivity of this anal, procedure allowed queuine to be detected at 
levels of <400 pg queuine/g tissue. The amount of queuine present in mouse 
tissues varied considerably dependent upon individual mice and organs 
(1-20 ng/g tissue) . The highest concentration of queuine was found in the 

spleen 

of normal mice (average value; 16.5 ng/g tissue), and it decreased to 
.apprx.0.5 in the tumor-bearing mice. However, except for spleen and 
liver, the organs of tumor-bearing and normal mice had the same queuine 
content. In addition, the content of queuine in tumor tissue itself is 
similar to that found in other normal organs . 

IT 116097-90-6 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 
(cyclization of, with guanidine) 

RN 116097-90-6 CAPLUS 

CN Propanoic acid, 2-cyano-3, 3-diethoxy-, ethyl ester (9CI) (CA INDEX NAME) 



0 CN OEt 
EtO- C- CH- CH~ OEt 
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1987:18145 CAPLUS 

106:18145 

2 1 -Dialkoxymethylcinnamonitriles 
Yoshida, Hiroshi; Inoue, Teruhiko 
Ube Industries, Ltd., Japan 
Jpn. Kokai Tokkyo Koho, 4 pp. 
CODEN: JKXXAF 
Patent 
Japanese 
. CNT 1 

PATENT NO. 



KIND DATE 



APPLICATION NO. 



DATE 



JP 61122259 
JP 05010339 
PRAI JP 1984-243260 
OS 
AB 



A2 
B4 



JP 1984-243260 



19841120 



R4 



IT 



RN 
CN 



19860610 
19930209 
19841120 

CASREACT 106:18145 

The title compds . I (R, Rl = alkyl; RR1 = alkylene; R2 = H, alkyl; R3, 
= alkyl), useful as intermediates for antibacterial 2, 4 -di amino- 5- 
benzylpyrimidines, were prepared by reaction of alkoxybenzenes II with 
2-alkoxymethylene-3, 3-dialkoxypropionitriles (R30) (R40)CHC(CN) :CHOR5 (III; 
R5 = lower alkyl) in the presence of an inorg. acid. Thus, II (R = Rl = 
R2 = Me), III (R3 = R4 = R5 = Me), and pyrophosphoric acid were stirred at 
room temperature for 10 min, heated at 60° for 1 h, and neutralized to pH 
7 by 2N NaOMe to give 92% I (R = Rl = R2 = R3 = R4 = Me) . 
87466-78-2 87466-80-6 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(reaction of, with dimethoxytoluene) 
87466-78-2 CAPLUS 

2-Propenenitrile, 2- (dimethoxymethyl ) -3-methoxy- (9CI) (CA INDEX NAME) 



NC OMe 

I I 

MeO- CH= C- CH- OMe 

RN 87466-80-6 CAPLUS 

CN 2-Propenenitrile, 3-butoxy-2- (dibutoxymethyl ) - (9CI) (CA INDEX NAME) 
n-BuO CN 

I I 

n-BuO— CH- C= CH- OBu-n 



Page 36 



10/816,554 (int) 



L10 ANSWER 25 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 
AN 1986:608917 CAPLUS 
DN 105:208917 

TI 4-Anuno-5-formyl-2-mercaptopyrimidine 

IN Yoshida, Hiroshi; Saito, Keiji; Watanabe, Masayuki 

PA Ube Industries, Ltd., Japan 

SO Jpn. Kokai Tokkyo Koho, 5 pp. 

CODEN: JKXXAF 
DT Patent 
LA Japanese 
FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. 



DATE 



PI 

PRAI 

OS 

AB 



IT 



RN 
CN 



JP 1984-201840 



19840928 



JP 61083168 A2 19860426 

JP 1984-201840 19840928 
CASREACT 105:208917 

Treatment of ROCH (OR1) CHCH (CN) CH (OR2 ) OR3 (R-R3 = alkyl; RR1 or R2R3 may 
form a ring) or ROCH (OR1) CHC (CN) : CHOR4 (I; R4 = alkyl) with thiourea in 
the presence of a base gave pyrimidinecarboxaldehyde derivs . II (Z = OR, 
OR1) , which were hydrolyzed to give II (Z = O) (III), useful as 
intermediates for agrochems., medicines, etc. The title compds. may also 
be prepared by treating I (R4 = alkali metal) with thiourea in the presence 
of a base. Thus, a mixture of I, thiourea, and MeONa/MeOH was refluxed 3 h 
to give 91% II [Z = (OMe)2], which was hydrolyzed to give 95% III. 
87466-78-2 87647-13-0 95115-01-8 
103521-81-9 105161-33-9 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(cyclocondensation of, with thiourea) 
87466-78-2 CAPLUS 

2-Propenenitrile, 2- (dimethoxymethyl) -3-methoxy- (9CI) (CA INDEX NAME) 



NC OMe 

I I 

MeO- CH= C- CH- OMe 

RN 87647-13-0 CAPLUS 

CN Propanenitrile, 3, 3-dibutoxy-2- (dibutoxymethyl ) - (9CI) (CA INDEX NAME) 



n-BuO CN OBu-n 

I I I 

n-BuO- CH- CH- CH— OBu-n 



RN 95115-01-8 CAPLUS 

CN 2-Propenenitrile, 2- (dibutoxymethyl) -3-hydroxy-, sodium salt (9CI) (CA 
INDEX NAME) 
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10/816,554 (int) 

n-BuO CN 
n-BuO- CH— C= CH— OH 

• Na 

RN 103521-81-9 CAPLUS 

CN 2-Propenenitrile, 2- (dimethoxymethyl) -3-ethoxy- (9CI) (CA INDEX NAME) 

NC OMe 
EtO- CH= C— CH- OMe 

RN 105161-33-9 CAPLUS 

CN 2-Propenenitrile, 2- (dimethoxymethyl ) -3-hydroxy-, sodium salt (9CI) (CA 
INDEX NAME) 

NC OMe 

I I 

HO- CH= C~ CH- OMe 
• Na 
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AN 1986:460634 CAPLUS 
DN 105:60634 

TI 2, 4-Diamino-5-f ormylpyrimidine 

IN Yoshida, Hiroshi; Saito, Keiji; Niida, Sadao 

PA Ube Industries, Ltd., Japan 

SO Jpn. Kokai Tokkyo Koho, 4 pp. 

CODEN: JKXXAF 
DT Patent 
LA Japanese 
FAN.CNT 1 

PATENT NO. KIND 



PI JP 61044874 A2 
JP 04032824 B4 

PRAI JP 1984-166444 

OS CASREACT 105:60634 

AB Treating guanidine (I) with ROCH (OR1) CH (CN) CH (OR2) OR3 (R-R3 = alkyl; pairs 
of R-R3 = alkylene) or with ROCH (OR1) C (CN) : CHOR4 (II; R4 = alkyl), 
followed by hydrolysis in the presence of an acid, gave title compound III, 
which itself and its analogs were useful as intermediates for medicines 
and agrochems. Thus, a mixture of II (R-R4 = Me), MeOH, MeONa, and I.H2S04 
was refluxed for 4 h, mixed with H2S04, and heated 1 h at 80° to 
give 93.5% III. 

IT 87466-78-2 87466-80-6 87647-13-0 
103521-81-9 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 
(cyclocondensation of, with guanidine) 
RN 87466-78-2 CAPLUS 

CN 2-Propenenitrile, 2- ( dime thoxyme thy 1 ) -3-methoxy- (9CI) (CA INDEX NAME) 



NC OMe 

I I 

MeO- CH= C- CH- OMe 



RN 87466-80-6 CAPLUS 
CN 2-Propenenitrile, 3-butoxy-2- (dibutoxymethyl) - (9CI) (CA INDEX NAME) 



n-BuO CN 
I I 

n-BuO- CH— C= CH- OBu-n 



RN 87647-13-0 CAPLUS 
CN Propanenitrile, 3, 3-dibutoxy-2- (dibutoxymethyl ) - (9CI) (CA INDEX NAME) 



n-BuO CN OBu-n 

I I I 
n-BuO- CH- CH- CH- OBu-n 



RN 103521-81-9 CAPLUS 
CN 2-Propenenitrile, 2- (dimethoxymethyl ) -3-ethoxy- (9CI) (CA INDEX NAME) 



DATE APPLICATION NO. DATE 



19860304 JP 1984-166444 19840810 

19920601 

19840810 



Page 39 



10/816,554 (int) 

NC OMe 

I I 

EtO- CH= C- CH- OMe 
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AN 1986:424275 CAPLUS 
DN 105:24275 

TI 2-Amino-5-cyanopyrimidine 
IN Yoshida, Hiroshi; Saito, Keiji 
PA Ube Industries, Ltd., Japan 
SO Jpn. Kokai Tokkyo Koho, 3 pp. 

CODEN : . JKXXAF 
DT Patent 
LA Japanese 
FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI JP 61030576 A2 19860212 JP 1984-152096 19840724 

PRAI JP 1984-152096 19840724 
OS CASREACT 105:24275 

AB The title compound (I), useful as an intermediates for pharmaceuticals and 
agrochems., was prepared by the reaction of (RO) 2CHC (CN) : CHOR1 (II, R = 
alkyl, Rl = alkali metal) with a mineral acid salt of guanidine (III) . 
Thus, III.HC1 was added to a MeOH solution of II (R = Me, Rl = Na) and 
stirred 7 h at room temperature to give 76.8% I. 

IT 95115-01-8 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(cyclocondensation of, with guanidine sulfate) 

RN 95115-01-8 CAPLUS 

CN 2-Propenenitrile, 2- (dibutoxymethyl ) -3-hydroxy-, sodium salt (9CI) (CA 
INDEX NAME) 



n-BuO CN 

I I 

n-BuO- CH- C= CH— OH 



• Na 
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AN 1985:113487 CAPLUS 
DN 102:113487 
TI Pyrazoles 

PA Ube Industries, Ltd., Japan 
SO Jpn. Kokai Tokkyo Koho, 3 pp. 

CODEN: JKXXAF 
DT Patent 
LA Japanese 
FAN.CNT 1 

PATENT NO. 



KIND 



DATE 



PI 

PRAI 
AB 



IT 



RN 
CN 



JP 59196868 
JP 04078632 
JP 1983-69157 
The title compds 



APPLICATION NO. 



JP 1983-69157 



DATE 



19830421 



A2 19841108 
B4 19921211 
19830421 

were prepared by cyclocondensation of (RO) 2CHC (CN) : CHOR1 
(I, R = alkyl; Rl = alkali metal) or (RO) 2CHC (C02R2 ) : CHOR1 (R2 = alkyl) 
with HONH2 acid addition salts. Thus, stirring a mixture of I (R = Me, Rl = 
Na) 10.0, MeOH 60, and HONH2 HC1 3.80 g at room temperature for 2 h gave 4.44 g 
4-pyrazolecarbonitrile . 
95115-01-8 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(cyclocondensation of, with hydroxylamine) 
95115-01-8 CAPLUS 

2-Propenenitrile, 2- (dibutoxymethyl ) -3-hydroxy-, sodium salt (9CI) (CA 
INDEX NAME) 



n-BuO CN 

I I 

n-BuO- CH- C= CH— OH 



Na 
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L10 ANSWER 29 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 
AN 1984:103380 CAPLUS 
DN 100:103380 

TI 4-Anrino-5-dialkoxymethylpyrimidine derivatives 

IN Fujii, Kozo; Nishihira, Keigo; Sawada, Hiroyuki; Tanaka, Shuji; Nakai, 

Mamoru; Yoshida, Hiroshi; Inoue, Teruhiko 
PA Ube Industries, Ltd. , Japan 
SO Ger. Of fen., 33 pp. 

CODEN: GWXXBX 
DT Patent 
LA German 
FAN.CNT 2 





PATENT NO. 


KIND 


DATE 


APPLICATION NO. 


DATE 


PI 


DE 


3303815 


Al 


19830811 


DE 


i r\ ft ft ft o ft. ft o i c 

1983-3303815 


19830204 




DE 


o o ft ft ft i f" 

3303815 


C2 


19900802 










JP 


58134081 


A2 


19830810 


JP 


-i ft o ft i c c ft o 

1982-15503 


19820204 




JP 


62006706 


B4 


19870213 










JP 


59046255 


A2 


19840315 


JP 


1982-156687 


19820910 




JP 


61021624 


B4 


19860528 










US 


4492792 


A 


19850108 


US 


"1 ft ft ft il "1 *1 ft 1 

1983-461191 


19830126 




GB 


2115809 


Al 


19830914 


GB 


1983-2226 


19830127 




GB 


2115809 


B2 


19860115 










CH 


654299 


A 


19860214 


CH 


1983-616 


19830203 




CH 


663204 


A 


19871130 


CH 


1985-3821 


19830203 




CA 


1253498 


Al 


19890502 


CA 


1983-432781 


19830719 




DK 


8303423 


A 


19840311 


DK 


1983-3423 


19830726 




DK 


159432 


B 


19901015 










DK 


159432 


C 


19910318 










HU 


33127 


0 


19841029 


HU 


1983-2627 


19830726 




HU 


190498 


B 


19860929 










HU 


193617 


B 


19871130 


HU 


1985-4785 


19830726 




HU 


194810 


B 


19880328 


HU 


1985-4784 


19830726 




EP 


103126 


Al 


19840321 


EP 


1983-107398 


19830727 




EP 


103126 


Bl 


19870304 












R: AT, BE, 


FR, IT, LU 


, NL, SE 










AT 


25680 


E 


19870315 


AT 


1983-107398 


19830727 




CA 


1273347 


A2 


19900828 


CA 


1988-570320 


19880623 




DK 


8904346 


A 


19890901 


DK 


1989-4346 


19890901 


PRAI 


JP 


1982-15503 


A 


19820204 










JP 


1982-156687 


A 


19820910 










CH 


1983-616 


A 


19830203 










CA 


1983-432781 


A3 


19830719 










EP 


1983-107398 


A 


19830727 









OS CASREACT 100:103380; MARPAT 100:103380 

AB The title compds . I [R = H, alkyl, (un) substituted Ph; Rl, R2 = alkyl; 
R1R2 = alkylene] , intermediates in the synthesis of vitamin Bl and its 
analogs, were prepared by cyclocondensation of RC(:NH)NH2 with 
(RIO) (R20)CHC(CN) :CHOR3 (II) or (RIO) (R20) CHCH (CN) CH (OR3) OR4 (R3, R4 = 
alkyl) . Thus, II (Rl = R2 = Me, R3 = Na) was treated with BuOH and 

concentrated 

H2S04 to give 90% II (R-R3 = Bu) . This was cyclocondensed with 
MeC( :NH)NH2.HC1 to give 85% I (R = Me, Rl = R2 = Bu) . 
IT 50744-77-9P 87466-78-2P 87466-79-3P 
87466-80-6P 87647-13-0P 87647-14-1P 

RL: RCT (Reactant) ; SPN (Synthetic preparation) ; PREP (Preparation); RACT 
(Reactant or reagent) 

(preparation and cyclocondensation of, with amidines) 
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RN 50744-77-9 CAPLUS 

CN Propanenitrile, 2- (dimethoxymethyl ) -3, 3-dimethoxy- (9CI) (CA INDEX NAME) 



MeO CN OMe 

I I I 

MeO- CH- CH- CH- OMe 

RN 87466-78-2 CAPLUS 

CN 2-Propenenitrile, 2- (dimethoxymethyl) -3-methoxy- (9CI) (CA INDEX NAME) 



NC OMe 

I I 

MeO- CH= C~ CH- OMe 

RN 87466-79-3 CAPLUS 

CN 2-Propenenitrile, 2- (diethoxymethyl ) -3-ethoxy- (9CI) (CA INDEX NAME) 



NC OEt 

I I 

EtO- CH= C- CH- OEt 

RN 87466-80-6 CAPLUS 

CN 2-Propenenitrile, 3-butoxy-2- (dibutoxymethyl ) - (9CI) (CA INDEX NAME) 



n-BuO CN 

I I 

n-BuO- CH- C— CH- OBu-n 
RN 87647-13-0 CAPLUS 

CN Propanenitrile, 3, 3-dibutoxy-2- (dibutoxymethyl) - (9CI) (CA INDEX NAME) 



n-BuO CN OBu-n 

I I I 

n-BuO- CH- CH- CH- OBu-n 
RN 87647-14-1 CAPLUS 

CN Propanenitrile, 2- (diethoxymethyl) -3, 3-diethoxy- (9CI) (CA INDEX NAME) 



EtO CN OEt 

I I I 

EtO- CH- CH- CH- OEt 
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ANSWER 30 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 
1984:102778 CAPLUS 
100:102778 . 

Acetals and enol ethers from (acyloxy) methylene compounds 
Peeters, Hermann; Vogt, Wilhelm; Theis, Christoph 
Dynamit Nobel A.-G. , Fed. Rep. Ger. 
Ger . Of fen. , 13 pp. 



CODEN: 
Patent 
German 
,CNT 1 
PATENT 



PRAI 
AB 



IT 



RN 
CN 



GWXXBX 



NO. 



DE 3211679 
EP 90185 
EP 90185 
EP 90185 

R: BE, CH, DE, 
JP 58177937 
US 4534910 
DE 1982-3211679 



KIND 

Al 
A2 
A3 
Bl 
FR, 
A2 
A 
A 



DATE 



19831006 
19831005 
19850327 
19870422 
GB, IT, LI, 
19831018 
19850813 
19820330 



APPLICATION NO. 

DE 1982-3211679 
EP 1983-101909 



DATE 



NL 



JP 1983-51705 
US 1983-480153 



19820330 
19830226 



19830329 
19830329 



ROCH:CRlR2 [R = Cl-20 alkyl, cycloalkylalkyl, heterocyclylalkyl, etc.; Rl 

= CN or C02R; R2 = H, Rl, etc. and/or (RO) 2CHCHR1R2 R's as above or (RO)2 

= OAO; A = alkylene] were prepared Thus, AcOCH:CHCN was treated with MeOH 2 

h at 65° in the presence of A1C13 to give 78.2% (MeO) 2CHCH2CN. 

88456-38-6P 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 

(preparation of) 
88456-38-6 CAPLUS 

Propanenitrile, 3, 3-diethoxy-2- (methoxymethyl) - (9CI) (CA INDEX NAME) 



CN OEt 

I I 

MeO- CH2~ CH- CH~ OEt 
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AN 1983:594718 CAPLUS 
DN 99:194718 

TI 2- (Alkoxymethylene) -3, 3-dialkoxypropanenitriles 
PA Ube Industries, Ltd., Japan 
SO Jpn. Kokai Tokkyo Koho, 4 pp. 

CODEN: JKXXAF 
DT Patent 
LA Japanese 
FAN.CNT 1 

PATENT NO. KIND 



PI JP 58128356 A2 

PRAI JP 1982-10925 

OS CASREACT 99:194718 

AB RO(R10)CHC(:CHOR2)CN (I, R-R2 = alkyl) were prepared by formylation of 
3-alkoxy-2-propenenitrile or its analogs with formylating agents, e.g., 
CO, in the presence of alkylene metal alcoholate followed by alkylation of 
the products. Thus, autoclaving a mixture of 16.6 g MeOCH:CHCN, 13.0 g 
NiOMe, 12.8 g Me OH, 65 mL toluene, and 50 kg/cm2 CO at 40° for 3 h 
gave, after treating the product with 30.3 g Me2S04 at about 50° 
for 4 h, 17.6 g I (R-R2 = Me). I are potential synthons for vitamin Bl. 

IT 87466-78-2P 87466-79-3P 87466-80-6P 

RL: SPN (Synthetic preparation); PREP (Preparation) 
(preparation of) 

RN 87466-78-2 CAPLUS 

CN 2-Propenenitrile, 2- ( dime thoxyme thy 1 ) -3-methoxy- (9CI) (CA INDEX NAME) 



NC OMe 

I I 

MeO- CH= C- CH- OMe 

RN 87466-79-3 CAPLUS 
CN 2-Propenenitrile, 2- (diethoxymethyl) -3-ethoxy- (9CI) (CA INDEX NAME) 



NC OEt 
EtO~ CH= C- CH- OEt 

RN 87466-80-6 CAPLUS 
CN 2-Propenenitrile, 3-butoxy-2- (dibutoxymethyl ) - (9CI) (CA INDEX NAME) 



n-BuO CN 
I I 

n-BuO- CH- C= CH- OBu-n 



DATE APPLICATION NO. DATE 



19830730 JP 1982-10925 19820128 
19820128 
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AN 1983:558446 CAPLUS 
DN 99:158446 

TI Propanenitrile derivatives 
PA Ube Industries, Ltd., Japan 
SO Jpn. Kokai Tokkyo Koho, 5 pp. 

CODEN: JKXXAF 
DT Patent 
LA Japanese 
FAN.CNT 1 

PATENT NO. 



KIND 



DATE 



APPLICATION NO. 



DATE 



PI 

PRAI 

OS 

AB 



IT 



RN 
CN 



JP 1981-160987 



19811012 



JP 58065262 A2 19830418 

JP 61021622 B4 19860528 

JP 1981-160987 19811012 
CASREACT 99:158446 

Propanenitrile derivs . ROCH2CH (CN) CH (OR) 2 I, ROCH2C (CN) : CHOR II, and 
(RO)2CHC(CN) :CH2 III (R = Me, Et, Bu) were prepared by alcoholysis of IV 



with ROH in the presence of acid. Thus, a mixture of H2S04 31, MeOH 96. 
and IV (R = Me) (V) 14.3 g was refluxed 1 h under distillation of 20 g 
methylal-MeOH, 20 g MeOH added, and the whole refluxed 2 h to give I 64. 
II 10.9 and III 7.9% (R = Me) with 100% reaction of V. 
1608-83-9P 7214-72-4P 87476-26-4P 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 

(preparation of) 
1608-83-9 CAPLUS 

Propanenitrile, 3, 3-dimethoxy-2- (methoxymethyl ) - (9CI) (CA INDEX NAME) 



1, 
6, 



CN OMe 
I I 

MeO- CH2~ CH- CH- OMe 
RN 7214-72-4 CAPLUS 

CN Propanenitrile, 3, 3-diethoxy-2- (ethoxymethyl) - (9CI) (CA INDEX NAME) 



CN OEt 



I 

EtO- CH2~ CH- CH- OEt 



RN 87476-26-4 CAPLUS 

CN Propanenitrile, 3, 3-dibutoxy-2- (butoxymethyl) - (9CI) 



(CA INDEX NAME) 



n-BuO CN 

I I 

n-BuO- CH- CH— CH2~ OBu-n 
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AN 1979:22469 CAPLUS 
DN 90:22469 

TI Reactions of 2-f ormyl-3-methoxypropionitrile derivatives as electrophilic 
reagents 

AU Tanaka, Mamoru; Abe, Yasuhiro; Tokuyama, Kanji 

CS Prod. Dep., Shionogi and Co., Ltd., Amagasaki, Japan 

SO Chemical & Pharmaceutical Bulletin (1978), 26(5), 1558-69 

CODEN: CPBTAL; ISSN: 0009-2363 
DT Journal 
LA English 
OS CASREACT 90:22469 

AB The reaction of 2-f ormyl-3-methoxypropionitrile derivs . (MeO) 2CHCR: CH2, 
MeOCH:CRCH20Me, (MeO) 2CHCHRCH20Me (R = CN) with benzenes in the presence 
of an acid catalyst gave cis-MeOCH: CHRCH2R1 (I, R = CN, Rl = Ph; 
substituted phenyl) and trans-I (R = C02Me) by electrophilic substitution 
of the allyl cation. The AlC13-catalyzed reaction of (EtO) 2CHCHRCH20Me 
with the benzenes afforded R12CHCHRCH2 by electrophilic substitution of 
the oxocarbonium ion. In these reactions indan, triphenylpropane, and 
indene derivs. were obtainable by successive intra- or intermol. 
substitutions of benzenes at the 2-methoxymethylene groups of I. I were 
converted into 2-dimethoxymethyl-3-phenylpropionitriles and 
2-cyano-l, 1-diphenyl-l-propenes, resp., by treatment with NaOMe-MeOH. 
Some heterocycles such as 3-cyano-2-methoxychroman, 3-cyano-2H-chromene, 
and 3-cyanoquinoline were similarly derived. 

IT 1608-83-9 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 
(reaction of, with benzenes) 

RN 1608-83-9 CAPLUS 

CN Propanenitrile, 3, 3-dimethoxy-2- (methoxymethyl) - (9CI) (CA INDEX NAME) 



CN OMe 

I I 

MeO~ CH2~ CH- CH~ OMe 
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AN 1978:120270 CAPLUS 
DN 88:120270 

TI Acetalation mechanism of 2-f ormyl-3-methoxypropionitrile in methanolic 

hydrogen chloride 
AU Tanaka, Mamoru; Kimoto, Mitsuru; Tokuyama, Kanji 
CS Prod. Dep., Shionogi and Co., Ltd., Amagasaki, Japan 
SO Chemical & Pharmaceutical Bulletin (1978), 26(1), 38-47 

CODEN: CPBTAL; ISSN: 0009-2363 
DT Journal 
LA English 

AB Kinetic data and product anal, indicated that the acetalation of 

MeOCH2C(CN) : CHOH gave (MeO) 2CHCH (CN) CH20Me via allyl cations. 

Stereoisomers of I and II were minor products. A similar mechanism was 

found for the acetalation of MeOCH2C (C02Me) : CHOH. 
IT 1608-83-9P 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 
(preparation of, mechanism of) 
RN 1608-83-9 CAPLUS 

CN Propanenitrile, 3, 3-dimethoxy-2- (methoxymethyl ) - (9CI) (CA INDEX NAME) 



CN OMe 

I I 

MeO- CH2- CH- CH~ OMe 
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AN 1976:446742 CAPLUS 

DN 85:46742 

TI Phenylpyrimidines 

IN Boiler, Arthur; Cereghetti, Marco; Scherrer, Hanspeter 
PA Hoffmann-La Roche, F., und Co., A.-G., Switz. 
SO Ger. Offen., 56 pp. 

CODEN: GWXXBX 
DT Patent 
LA German 
FAN.CNT 1 



PATENT NO. 


KIND 


DATE 


APPLICATION NO. 


DATE 


PI DE 


2547737 




Al 


19760429 - 


DE 


1975-2547737 


19751024 


DE 


2547737 


C2 


19820916 








CH 


617452 


A 


19800530 


CH 


1974-14313 


19741025 


ZA 


7506410 


A 


19760929 


ZA 


1975-6410 


19751009 


AU 


7585670 


Al 


19761007 


AU 


1975-85670 


19751013 


US 


3997536 


A 


19761214 


US 


1975-624354 


19751021 


SE 


7511902 


A 


19760426 


SE 


1975-11902 


19751023 


SE 


417962 


B 


19810427 








SE 


417962 


C 


19810806 








FR 


2309543 


Al 


19761126 


FR 


1975-32424 


19751023 


Dp 


124731 


C 


19770309 


DD 


1975-189021 


19751023 


BE 


834837 


Al 


19760426 


BE 


1975-161221 


19751024 


DK 


7504796 


A 


19760426 


DK 


1975-4796 


19751024 


NL 


7512497 


A 


19760427 


NL 


1975-12497 


19751024 


NL 


176172 


B 


19841001 








NL 


176172 


C 


19850301 








JP 


51080870 


A2 


19760715 


JP 


1975-127576 


19751024 


JP 


55006631 


B4 


19800218 








GB 


1473990 


A 


19770518 


GB 


1975-43822 


19751024 


ES 


442044 


Al 


19770616 


ES 


1975-442044 


19751024 


CA 


1042889 


Al 


19781121 


CA 


1975-238291 


19751024 


AT 


349475 


B 


19790410 


AT 


1975-8145 


19751024 


US 


4066570 


A 


19780103 


US 


1976-721257 


19760908 


DK 


7703826 


A 


19770829 


DK 


1977-3826 


19770829 


JP 


53101385 


A2 


19780904 


JP 


1978-19977 


19780224 


JP 


53114788 


A2 


19781006 


JP 


1978-19976 


19780224 


AT 


7805561 


A 


19801015 


AT 


1978-5561 


19780731 


AT 


362429 


B 


19810525 








PRAI CH 


1974-14313 


A 


19741025 








US 


1975-624354 


A3 


19751021 








AT 


1975-8145 


A 


19751024 









AB Liquid crystalline phenylpyrimidines I (R = CN, Rl = C4-8 alkyl) were prepared 
by 

ethanolysis of RICH [CH (OEt) 2] 2, treatment of EtOCH:CRlCHO with 
4-Et02CC6H4C( :NH)NH2, hydrolyzing I (R = C02Et) , chlorinating I (R = 
C02H), aminating I (R = COCl), and dehydrating I (R = CONH2) . I (R = C3-7 
alkyl, C2-7 alkoxy, Rl = CN) were prepared by condensing 4-RC6H4C ( :NH) NH2 
with EtOCH:CH(C02Et)2, chlorinating II (R2 = OH), reducing II (R2 = CI), 
hydrolyzing II (R2 = H) , chlorinating I (Rl = C02H) , aminating I (Rl = 
COCl), and dehydrating I (Rl = CONH2) . 
IT 59855-14-0P 

RL: RCT (Reactant) ; SPN (Synthetic preparation) ; PREP (Preparation); RACT 
(Reactant or reagent) 

(preparation and reaction of, with propylbenzamidine) 
RN 59855-14-0 CAPLUS 
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10/816,554 (int) 

CN 2-Propenenitrile, 2- (diethoxymethyl) -3-hydroxy- (9CI) (CA INDEX NAME) 
NC OEt 

I I 

HO- CH= C- CH— OEt 
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AN 1976:420811 CAPLUS 
DN 85:20811 

TI 3, 3-Diphenylpropylamine derivatives 
IN Tokuyama, Kanji; Tanaka, Mamoru 
PA Shionogi and Co., Ltd., Japan 
SO Jpn. Kokai Tokkyo Koho, 5 pp. 

CODEN: JKXXAF 
DT Patent 
LA Japanese 
FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI JP 50140431 A2 19751111 JP 1974-44765 19740419 

PRAI JP 1974-44765 A 19740419 

AB Methoxybenzenes (MeO)nC6H6-n (n = 2,3) were treated with 

MeOCH2CH(CN)CH (OMe) 2 (I) in the presence of an acid to give 
[ (MeO)nC6H5-n]2CHCH(CH20Me)CN (II), which were reduced to 
[ (MeO)nC6H5-n]2CHCH(CH20Me)CH2NH2 (III) and alkylated to give the 
N,N-dialkyl derivs . (IV). II were treated with a base to give 
[ (MeO) nC6H5-n] 2C:C (CN)Me (V), which were reduced to give 
[ (MeO)nC6H5-n]2C:CMeCH2NH2 (VI). VI were alkylated to give the 
N,N-dialkyl derivs. (VII). Thus, 1, 2- (MeO) 2C6H4 was treated with I and 
A1C13 3.5 hr at room temperature to give 30% II (n = 2), which (12 g) was 
reduced with Raney Ni in NH3-MeOH 2 hr at 50-60 atm and 80° to give 
10 g III (n = 2), which was refluxed with HC02H and HCHO 8 hr to give 
53.7% IV (n = 2, at positions 3 and 4). II (n = 2) was refluxed in 
NaOMe-MeOH 2.5 hr to give 87.6% V (n = 2) , which (5.1 g) was reduced with 
Raney Ni to give 4.9 g VI (n = 2) , which was refluxed with HC02H and HCHO 
to give 61% VII (n = 2, at positions 3 and 4) . Similarly prepared were 
II-VTI (n = 3, positions 2, 3, 4) . 

IT 1608-83-9 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 
(reaction of, with methoxybenzenes) 

RN 1608-83-9 CAPLUS 

CN Propanenitrile, 3, 3-dimethoxy-2- (methoxymethyl ) - (9CI) (CA INDEX NAME) 



CN OMe 

I I 

MeO- CH2~ CH- CH~ OMe 
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AN 1976:4520 CAPLUS 
DN 84:4520 

TI 2-Dialkoxymethyl-3-alkoxypropionit riles 

IN Tokuyama, Kanji; Tanaka, Mamoru; Kiyokawa, Masumi 

PA Shionogi and Co., Ltd., Japan 

SO Jpn. Kokai Tokkyo Koho, 2 pp. 

CODEN: JKXXAF 
DT Patent 
LA Japanese 
FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI JP 50089324 A2 19750717 JP 1973-140800 19731214 

PRAI JP 1973-140800 A 19731214 

AB ROCH2CH(CN)CH(ORl)2 (I; R, Rl = alkyl) were prepared by treating 

2-sodiof ormyl-3-alkoxypropionitriles with HC1 and ales. Thus, 1.92 N HC1 
was introduced to a 16 g mixture containing 6 g 2-sodiof ormyl-3- 
methoxypropionitrile (prepared from MeOCH2CH2CN 64, HC02Me 182, and NaOMe 
54.8 g) in MeOH and the whole refluxed 2 hr to give 6.39 g I (R = Rl = 
Me) . 

IT 1608-83-9P 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 
(preparation of) 
RN 1608-83-9 CAPLUS 

CN Propanenitrile, 3, 3-dimethoxy-2- (methoxymethyl) - (9CI) (CA INDEX NAME) 



CN OMe 

I I 

MeO- CH2- CH- CH~ OMe 
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AN 1974:26723 CAPLUS 
DN 80:26723 

TI Chloromethacrylonitriles and chloroisobutyronitriles . III. Syntheses of 
ether compounds from chloroisobutyronitriles and chloromethacrylonitriles 

AU Tsurushima, Masaaki; Ando, Yasuo; Yatani, Kozo 

CS Eng. Res. Div., Takeda Chem. Ind., Ltd., Osaka, Japan 

SO Yakugaku Zasshi (1973), 93(10), 1294-301 
CODEN: YKKZAJ; ISSN: 0031-6903 

DT Journal 

LA Japanese 

AB Substitution reactions of chloroisobutyronitriles and 

chloromethacrylonitriles with NaOMe in MeOH were studied. The reaction 
products were isolated by fractional distillation or gas chromatog. and their 
structures confirmed. The main products were saturated ether compds . , i.e., 
p-methoxyisobutyronitriles, but small amts. of unsatd. ethers, i.e., 
methoxymethacrylonitriles, were formed in certain cases. 
2-Chloromethyl-2, 3-dichloropropionitrile (I), and trans- and 
cis-3-chloro-2-chloromethylacrylonitriles (II and III) gave a common end 
product, 2-dimethoxymethyl-3-methoxypropionitrile, but gave different 
reaction intermediates. Methyl 2-chloromethyl-2, 3-dichloropropionimidate 
was obtained from I and 2-dimethoxymethylacrylonitrile from II and III. 

IT 1608-83-9P 50744-77-9P 

RL: SPN (Synthetic preparation); PREP (Preparation) 
(preparation of) 

RN 1608-83-9 CAPLUS 

CN Propanenitrile, 3, 3-dimethoxy-2- (methoxymethyl ) - (9CI) (CA INDEX NAME) 



CN OMe 

I I 

MeO- CH2~ CH- CH~ OMe 



RN 50744-77-9 CAPLUS 

CN Propanenitrile, 2- (dimethoxymethyl) -3, 3-dimethoxy- (9CI) (CA INDEX NAME) 

MeO CN OMe 
MeO- CH- CH- CH— OMe 
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AN 1973:136205 CAPLUS 
DN . 78:136205 

TI Mechanism of the formation of 4-amino-5- (aminomethyl ) -2-methylprimidine 
from 2- (diethoxymethyl ) -3-ethoxypropionitrile and acetamidine 

AU Morimoto, Hiroshi; Hayashi, Nobuyoshi; Naka, Takehiko; Kato, Shinji 

CS Chem. Res. Lab., Takeda Chem. Ind., Ltd., Osaka, Japan 

SO Chemische Berichte (1973), 106(3), 893-901 
CODEN: CHBEAM; ISSN: 0009-2940 

DT Journal 

LA German 

OS CASREACT 78:136205 

AB The mechanism of the formation of the title compound (I) from 

EtOCH2CH(CN)CH(OEt)2 (II) and MeC ( :NH) NH2 was investigated using labeled 

II containing C15N, 14CN, and 14CH(OEt)2, resp. The labeled I was subjected 

to a series of degradation reactions. The distribution of the isotopes proved 

that the C in 4-position originated from the CH(OEt)2 group and the N of 

the CN group of II was incorporated either into the 3-position or into the 

4-amino group of I in . apprx.l:l ratio. 

IT 7214-72-4P 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 
(preparation of) 

RN 7214-72-4 CAPLUS 

CN Propanenitrile, 3, 3-diethoxy-2- (ethoxymethyl) - (9CI) (CA INDEX NAME) 



CN OEt 
I I 

EtO- CH2- CH- CH- OEt 

IT 41279-13-4 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 
(reaction of, with acetamidine) 
RN 41279-13-4 CAPLUS 

CN Propanenitrile-l-14C, 3, 3-diethoxy-2- (ethoxymethyl) - (9CI) (CA INDEX 
NAME) 



EtO CH2~ OEt 

1 1 14 

EtO- CH- CH- 14c= N 
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AN 1973:97593 CAPLUS 
DN 78:97593 

TI Pyrimidines . 11. Reaction mechanism of 2-dimethoxymethyl-3- 

methoxypropiononitrile with acetamidine. III. Reaction with benzamidine 
AU Nishino, Takenori; Kiyokawa, Masumi; Miichi, Yoshiyuki; Tokuyama, Kanji 
CS Shionogi Res. Lab., Shionogi and Co., Ltd., Osaka, Japan 
SO Bulletin of the Chemical Society of Japan (1973), 46(1), 253-9 

CODEN: BCSJA8; ISSN: 0009-2673 
DT Journal 
LA English 

AB In order to elucidate the effect of basicities of amidines on their 

reactions with 2-dimethoxymethyl-3-methoxypropionitrile (I), the reaction 
of I with benzamidine was studied. Products are similar to those from the 
reaction of I with acetamidine. The minor pathway in the reaction with 
acetamidine was the major one in the reaction with benzamidine. This 
remarkable difference could be explained in terms of the electronic effect 
of 2-substituents of the intermediates (II and III) in both reactions and 
of basicities of acetamidine and benzamidine. 

IT 1608-83-9 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 
(cyclization of, with amidines) 

RN 1608-83-9 CAPLUS 

CN Propanenitrile, 3, 3-dimethoxy-2- (methoxymethyl) - (9CI) (CA INDEX NAME) 



CN OMe 
i I 

MeO- CH2~ CH- CH~ OMe 
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AN 1972:501511 CAPLUS 
DN 77:101511 

TI Pyrimidines . 10. Reaction mechanism of 2-dimethoxymethyl-3- 

methoxypropionitrile with acetamidine . II. Novel reaction pathway 

AU Nishino, Takenori; Kiyokawa, Masumi; Miichi, Yoshiyuki; Tokuyama, Kanji 

CS Shionogi Res. Lab., Shionogi and Co., Ltd., Osaka, Japan 

SO Bulletin of the Chemical Society of Japan (1972), 45(7), 2010-15 
CODEN: BCSJA8; ISSN: 0009-2673 

DT Journal 

LA English 

OS CASREACT 77:101511 

AB The reaction of 2- (dimethoxymethyl ) -3-methoxypropionitrile (I) with 
acetamidine (II) gave pyrimidopyrimidine (III) through the key 
intermediate IV. Thus, 147 g I was added to a solution of II.HC1 in 
NaOMe/-MeOH, the solution kept 1 hr at 55° and methanolic HC1 added at 
<10° to give 89.7 g IV.HC1. IV.HCl was dissolved in MeOH containing 
NaOMe and the solution refluxed 1.5 hr to give 76% III. Detailed mechanism 
was given . 

IT 1608-83-9 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 
(reaction of, with acetamidine) 

RN . 1608-83-9 CAPLUS 

CN Propanenitrile, 3, 3-dimethoxy-2- (methoxymethyl ) - (9CI) (CA INDEX NAME) 



. CN OMe 
I I 

MeO- CH2~ CH- CH~ OMe 
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AN 1972:475187 CAPLUS 
DN 77:75187 

TI Pyrimidines. 8. Reaction mechanism of 2-dimethoxymethyl-3- 

methoxypropionitrile with acetamidine. I. Revised structure of the 
intermediate 

AU Nishino, Takenori; Kiyokawa, Masumi; Miichi, Yoshiyuki; Tokuyama, Kanji 

CS Shinogi Res. Lab., Shionogi and Co., Ltd., Osaka, Japan 

SO Bulletin of the Chemical Society of Japan (1972), 45(4), 1127-32 

CODEN: BCSJA8; ISSN: 0009-2673 
DT Journal 
LA English 

AB The reaction of 2-dimethoxymethyl-3-methoxypropionitrile (I) with 

acetamidine yields 2, 7-dimethyl-5, 6-dihydropyrimido [ 4 , 5-d] pyrimidine (II) 
via a putative, non-isolated intermediate, XMeOHmax. 262 mja, 
2-acetamidinomethylene-3-methoxypropionitrile (III) . However, this 
assignment is inconsistent with the stability of an acetal group in basic 
media and with the uv spectra of compds . with structures similar to that 
of III. The reaction of I with sodium methoxide gave a dimeric compound, 
suggesting the formation of 2-dimethoxymethylacrylonitrile (IV) in the 
initial stage of the reaction of I with acetamidine. The reaction of 
acrylonitrile with acetamidine yielded 2-methyl-4-amino-5, 6- 
dihydropyrimidine, whose uv spectrum in methanol showed its absorption 
maximum at 270 ma- in neutral media and at 258 ima in basic media. 
Therefore, the structure of the intermediate may be concluded to be 
2-methyl-4-amino-5-dimethoxymethyl-5, 6-dihydropyrimidine (V) instead of 
III, and the reaction may be concluded to proceed via the pathway of I 
_> IV -> V -* II. 

IT 37471-23-1P 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 
(preparation of) 

RN 37471-23-1 CAPLUS 

CN Pentanedinitrile, 2- (dimethoxymethyl) -2- (methoxymethyl ) -4- 
(methoxymethylene)- (9CI) (CA INDEX NAME) 



OMe 
I 

MeO- CH CN 

I I 

MeO- CHp- C— CH? - C= CH- OMe 



IT 1608-83-9 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 

(reaction of, with acetamidine, revised structure of intermediate in) 
RN 1608-83-9 CAPLUS 

CN Propanenitrile, 3, 3-dimethoxy-2- (methoxymethyl) - (9CI) (CA INDEX NAME) 



CN OMe 
I I 

MeO- CH2~ CH- CH- OMe 



Page 58 



10/816,554 (int) 



L10 ANSWER 43 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 
AN 1972:59019 CAPLUS 
DN 76:59019 

TI 1, 1, 3-Trialkoxy-2-cyano propanes 
IN Tsurushima, Masaaki; Yatani, Kozo 
PA Takeda Chemical Industries, Ltd. 
SO Ger. Of fen., 9 pp. 

CODEN : GWXXBX 
DT Patent 
LA German 
FAN.CNT 1 



PATENT NO. 


KIND 


DATE 


APPLICATION NO. 


DATE 


PI DE 2129332 


A 


19720105 


DE 1971-2129332 


19710612 


DE 2129332 


B2 


19800703 






DE 2129332 


C3 


19810312 






JP 49028734 


B4 


19740729 


JP 1970-52270 


19700615 


US 3736346 


A 


19730529 


US 1971-148147 


19710528 


GB 1323404 


A 


19730718 


GB 1971-27675 


19710614 


CH 557801 


A 


19750115 


CH 1971-8653 


19710614 


PRAI JP 1970-52270 


A 


19700615 







AB ROCH2CH(CN)CH(OR)2 [R=Me or Et (I)], useful as intermediates for vitamin 
Bl derivs., were prepared by reaction of C1CH2C (CN) : CHC1. (II), 
C1CH2CH(CN)CHC12, or C1CH2CC1 (CN) CH2C1 with NaOH or KOH and ROH or with 
RONa. Thus, cis-II reacted with EtONa in EtOH 30 min at 5-10° and 
30 min at room temperature to give 97% I. 

IT 1608-83-9P 7214-72-4P 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 
(preparation of) 

RN 1608-83-9 CAPLUS 

CN Propanenitrile, 3, 3-dimethoxy-2- (methoxymethyl ) - (9CI) (CA INDEX NAME) 



CN OMe 

I I 

MeO- CH2~ CH- CH~ OMe 
RN 7214-72-4 CAPLUS 

CN Propanenitrile, 3, 3-diethoxy-2- (ethoxymethyl) - (9CI) (CA INDEX NAME) 



CN OEt 

I I 

EtO- CH2~ CH- CH- OEt 
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TI Sodium p-alkoxy-ct-f ormylpropionitrile enolates 
IN Miyashiro, Yutaka; Ando, Yasuo 
PA Takeda Chemical Industries, Ltd. 
SO Ger. Of fen., 14 pp. 

CODEN: GWXXBX 
DT Patent 
LA German 
FAN.CNT 1 



PATENT NO. 


KIND 


DATE 


APPLICATION NO. 


DATE 


PI DE 


2107990 


A 


19711014 


DE 


1971-2107990 


19710219 


DE 


2107990 


C2 


19820225 








JP 


49016846 


B4 


19740425 


JP 


1970-15809 


19700224 


US 


3742017 


A 


19730626 


US 


1971-116269 


19710217 


DK 


126034 


B 


19730604 


DK 


1971-762 


19710219 


FR 


2078912 


A5 


19711105 


FR 


1971-5983 


19710222 


CH 


551450 


A 


19740715 


CH 


1971-2591 


19710223 


GB 


1291687 


A 


19721004 


GB 


1971-1291687 


19710419 


PRAI JP 


1970-15809 


A 


19700224 









AB The title compds . , ROCH2C ( : CHONa) CN (I; where R = Me, Et, or Bu) , useful 

in the manufacture of vitamin Bl, were prepared from ROCH2CH2CN, an ale, CO, 

and 

Na alkoxide in a solvent. Thus, MeOCH2CH2CN, C6H6, MeOH, and MeONa were 
mixed under CO in an autoclave, CO passed in up to 36 kg/cm2 pressure, and 
the mixture stirred 18 hr at 14° to give I (R = Me) . Adding 
(MeO)2S02 at 10° followed by MeOH and NaOH gave 
MeOCH2CH ( CN ) CH ( OMe ) 2 . 

IT 1608-83-9P 

RL: SPN (Synthetic preparation) ; PREP (Preparation) 
(preparation of) 

RN 1608-83-9 CAPLUS 

CN Propanenitrile, 3, 3-dimethoxy-2- (methoxymethyl) - (9CI) (CA INDEX NAME) 



CN OMe 

I I 

MeO- CH2" CH- CH- OMe 
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TI Reaction of 2-dimethoxymethyl-3-methoxypropionitrile with acetamidine . 

Isolation and behavior of 2-methyl-4-ainino-5-dimethoxymethyl-5, 6- 

dihydropyrimidine 
AU Nishino, Takenori; Kiyokawa, Masumi; Tokuyama, Kanji 
CS Shionogi Res. Lab., Shionogi and Co., Ltd., Osaka, Japan 
SO Tetrahedron Letters (1969), (40), 3553-6 

CODEN: TELEAY; ISSN: 0040-4039 
DT Journal 
LA English 

AB MeOCH2CH(CN)CH(OMe)2 (I) and MeC ( : NH) NH2 in MeOH stirred 4 hr at 
40° and neutralized with MeOH.HCl yielded 2 -methyl- 4 -amino- 5- 
(dimethoxymethyl) -5, 6-dihydropyrimidine (II, R = Me) (III) HCl salt, m. 
164° (decomposition), converted into 2-methyl-4-amino-5- 

(dimethoxymethyl)pyrimidine by treatment with p-benzoquinone in C6H6. The 
patterns of the uv and PMR spectra were quite similar to those of 
2-methyl-4-amino-5, 6-dihydropyrimidine, m. 188-92° (decomposition) , 
converted to 2 -methyl- 4 -amino- 5-bromopyrimidine, m. 138-40°, by 
treatment with Br in AcOH and dehydrobromination with NEt3. Ill treated 
with MeC ( :NH) NH2 or MeC ( : NH) OMe gave a fairly good yield of the 
dihydropyrimi-dopyrimidine (IV, Rl = R2 = Me) (V) and with PhC(:NH)NH2 the 
new compound (VI, Rl = Me, R2 = Ph) (VII), m. 195.0-6.3°. Further 
hydrolysis of VII to 2-phenyl-4-amino-5- (aminomethyl ) -pyrimidine supported 
the structure of VII and the formation of IV (Rl = Me, R2 = Ph) . 
Similarly treatment of II (R = Ph) (VIII) with MeC ( : NH) NH2 gave mainly VI 
(Rl = Ph, R2 = Me), m. 232-4°, thus supporting the exclusive 
formation of IV (Rl = Ph, R2 = Me) . Treatment of III or VIII with MeNH2 
in MeOH gave the transaminated compds . (IX, Rl = Me, Ph) (IXa, IXb) . IXa 
was a sirup; IXb, m. 102-4°. Ill or VIII heated in MeOH saturated with 
HCl gave 2-methyl-5- (dimethoxymethyl ) -5, 6-dihydro-4 ( 1H) -pyrimidinone HCl 
salt. The data established unequivocally the structure of the key 
intermediate III. The reaction of I with an amidine was postulated as 
proceeding via the pathway I -> H2C: C (CN) CH (OMe) 2 -> II 
-> [X] IV. 

IT 1608-83-9 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 
(reaction of, with acetamidine) 

RN 1608-83-9 CAPLUS 

CN Propanenitrile, 3, 3-dimethoxy-2- (methoxymethyl) - (9CI) (CA INDEX NAME) 



CN OMe 

I I 

. MeO- CH2~ CH- CH- OMe 
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AN 1969:449888 CAPLUS 
DN 71:49888 

TI Pyrimidines. II. Reaction of 2-dimethoxymethyl-3-methoxypropionitrile 

with acetamidine. Isolation of unusual products 
AU Nishino, Takenori; Kiyokawa, Masumi; Tokuyama, Kanji 
CS Shionogi Res. Lab., Shionogi and Co., Ltd., Osaka, Japan 
SO Tetrahedron Letters (1969), (23), 1825-8 

CODEN: TELEAY; ISSN: 0040-4039 
DT Journal 
LA English 

AB Reaction of MeOCH2CH (CN) CH (OMe) 2 (I) with MeC ( :NH) NH2 proceeded via 
H2C:C(CN)CH(OMe)2 (II) to give the intermediate 2 -methyl- 4 -amino- 5- 
dimethoxymethyl-5, 6-dihydropyrimidine (III) and the final product, 
2,7-dimethyl-5,6-dihydropyrimido-[4,5-d]pyrimidine (IV). In the course of 
a study of this reaction 2 new products, 2-methyl-4-amino-5- (2-cyano-2- 
dimethoxymethyl-3-methoxy)propylpyrimidine (V) (m. 139-40°); and 
2-methyl-6-dimethoxymethyl-6-methoxymethyl-7-amino-5, 6-dihydropyrido [2 , 3- 
d]pyrimidine (VI) (m. 195-5.2°), were isolated. V heated in C5H5N 
with NaOH gave VI. Hydrolysis of VI with AcOH gave 2-methyl-6- 
dimethoxymethyl-6-methoxymethyl-7-oxo-8H-5, 6-dihydropyrido [2, 3- 
d]pyrimidine (VII), m. 125-5.3°. Further hydrolysis of VTI with 
HC1 yielded 2-methyl-6-methoxymethyl-7-oxo-8H-5, 6-dihydropyrido [2, 3- 
d]pyrimidine (VIII), m. 185-6°. Synthesis from 

2-methyl-4-amino-5-formylpyrimidine gave 2-methyl-6-carbethoxy-7-oxo-8H- 

5, 6-dihydropyrido [2, 3-d] -pyrimidine m. 200-200.5°. Pertinent ir, 

uv, and N.M.R. data were given. 
IT 1608-83-9 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 
(reaction of, with acetamidine) 
RN 1608-83-9 CAPLUS 

CN Propanenitrile, 3, 3-dimethoxy-2- (methoxymethyl ) - (9CI) (CA INDEX NAME) 



CN OMe 

I I 

MeO- CH2~ CH- CH~ OMe 
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TI Pyrimidines . I. The reaction of 2-dimethoxymethyl-3-methoxypropionitrile 

with benzamidine 
AU Nishino, Takenori; Kiyokawa, Masumi; Takuyama, Kanji 
CS Shionogi Res. Lab . , Shionogi and Co., Ltd., Osaka, Japan 
SO Tetrahedron Letters (1968), (40), 4321-4 

CODEN: TELEAY; ISSN: 0040-4039 
DT Journal 
LA English 

AB MeOCH2CH(CN)CH(OMe)2 was treated with PhC(:NH)NH2 in Me OH or 
dimethoxyethane . In the early stages of the reaction, 
2-phenyl-4-amino-5- (dimethoxymethyl ) -5, 6-dihydropyrimidine (I) , m. 
142° (decomposition) and 2, 7-diphenyl-5, 6-dihydropyrimido [4, 5- 
d]pyrimidine, m. 210.5-11.5°, were obtained. I was dehydrogenated 
with chloranil to give the corresponding pyrimidine, m. 117-18°, 
which was oxidized to 2-phenyl-4-amino-5-f ormylpyrimidine, m. 
180-80.5°. Reduction of the aldehyde gave the 5-hydroxymethyl derivative, 
m. 134-5.5°, which on chlorination with POC13 gave the 
5-chloromethyl derivative, which was converted to 2-phenyl-4-amino-5- 
(methoxymethyl ) pyrimidine (III), m. 125-7°. Ill was also prepared 
from MeOCH2C(CN) :CHOMe and PhC(:NH)NH2. II was hydrolyzed to 
2-phenyl-4-amino-5- (aminomethyl) pyrimidine, HI salt m. 268-72°, via 
the 5-benzamidomethyl derivative, m. 228-9.5°. When the original 
reaction was carried on for longer periods, increased amts. of II were 
obtained with correspondingly decreased amts. of I. The reaction with 
MeC ( : NH) NH2, probably proceeds by a similar mechanism. 

IT 1608-83-9 

RL: RCT (Reactant) ; RACT (Reactant or reagent) 
(reaction with benzamidine) 

RN 1608-83-9 CAPLUS 

CN Propanenitrile, 3, 3-dimethoxy-2- (methoxymethyl) - (9CI) (CA INDEX NAME) 



CN OMe 
I I 

MeO- CH2~ CH- CH- OMe 



Page 64 



10/816,554 (int) 



L10 ANSWER 48 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 

AN 1966:92767 CAPLUS 

DN 64:92767 

OREF 64 :17392e-h, 17393a 

TI Studies on pyrimidine derivatives and related compounds. XXXVIII. 

Investigation on 2-alkoxymethylene-3-ethoxypropionitrile and ethyl 

2-alkoxymethylene-3-ethoxypropionate 
AU Takarnizawa, Akira; Hirai, Kentaro; Sumimoto, Shinzaburo 
CS Shionogi Co., Ltd., Osaka, Japan 

SO Chemical & Pharmaceutical Bulletin (1966), 14(3), 238-43 

CODEN: CPBTAL; ISSN: 0009-2363 
DT Journal 
LA English 

AB cf . CA 52, 18410f; 63, 9941h. By its ir spectrum it was suggested that 
2-methoxymethylene-3-ethoxypropionitrile (I) exists in 2 geometric 
isomeric forms. By fractional distillation it was separated into 2 fractions, 

one 

(II), bl.O 91° and the other (III), b2 . 0 91.5°. Both II and 

III were shown to be uniform by gas chromatography. In N.M.R. spectra the 

methylidyne proton of II showed a triplet at 3.22 x whereas that in 

III was at 3.10 t. By analogy with acrylonitrile, the isomer (III) 

with N.M.R. signal at lower field must have the methylidyne proton cis to 

CN and hence must be the trans isomer. Hence II was assigned the cis 

configuration. The assignment of configurations were supported by their 

dipole moments. The physical properties of the two isomers were 

tabulated. The homolog of I, 2-ethoxymethylene-3-ethoxypropionitrile (IV) 

was next examined The product obtained by formylation of 

p-ethoxypropionitrile showed 3 peaks on gas chromatography with 

retention times 9.1, 17.2, and 21.6 min. They were, therefore, separated by 

preparative gas chromatography. The fraction with retention time 9.1 min. 

was shown by its spectral data to be 2-diethoxymethyl-3- 

ethoxypropionitrile (V) whereas the other 2 were geometric isomers of IV. 
As above, their N.M.R. spectra showed that the isomer with retention time 
17.2 min. and the methylidyne peak at 3.02 t to be trans isomer of IV 
whereas the one with reteiont time 21.6 min. and methylidyne proton at 
3.13 t to be the cis isomer of IV. The phys . properties of the two 
isomers were tabulated. On standing at room temperature there was no 
interconversion of the 2 isomers. Heating V with concentrated H2S04 under 
reduced pressure to remove EtOH gave a mixture of 2 isomers of IV in ratio 
of 4:5. Methylation of sodio derivative of ethyl a-formyl-p- 
ethoxymethylenepropionate (VI) with Me2S04 gave a mixture of the expected 
ethyl 2-methoxymethylene-3-ethoxypropionate (VII) and ethyl 
2-ethoxymethylene-3-ethoxypropionate (VIII) . Formation of VIII in the 
reaction was explained by transetherif ication of VII with EtOH formed in 
the reaction mixture The N.M.R. spectrum of VII showed 2 methylidyne 
protons at 2.58 and 2.68 x in a ratio of 1:1 suggesting it to be a 
mixture of cis and trans isomers. On the other hand VIII showed only one 
methylidyne proton at 2.64 x indicating that only isomer was formed 
exclusively in this reaction. To prove the structure of VIII, the sodium 
derivative of VI ethylated with Et2S04 did not proceed well and with excess 
Et2S04 gave a mixture of ethyl <x-diethoxymethyl-p- 

ethoxymethylpropionate (IX) and VIII. This sample of VIII showed 2 
methylidyne signals at 2.67 x and 2.75 x in ratio of 5:1 
indicating that trans isomer was formed in quantity 5 times that of cis 
isomer. Elimination of EtOH from IX as above gave VIII which was shown to 
be exclusively the trans isomer by its N.M.R. spectrum. 
IT 7214-72-4, Propionaldehyde, 2-cyano-3-ethoxy-, diethyl acetal 
(preparation of) 
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CN Propanenitrile, 3, 3-diethoxy-2- (ethoxymethyl) - (9CI) (CA INDEX NAME) 



CN OEt 
I I 

EtO- CH2~ CH~ CH- OEt 
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TI The analysis of a- ( dime thoxyme thy 1) -p-methoxypropionitrile, an 

intermediate in thiamine synthesis 
AU Sterescu, M. ; Aftalion, H.; Ionescu, M. ; Cilianu, St.; Rogozea, I.; loan, 

C. 

CS Chem.-Pharmazeut. Forschungsinst . , Bucharest, Rom. 
SO Arch. Pharm. (1965), 298(12), 820-3 
DT Journal 
LA German 

AB The formylation of p-methoxypropionitrile with HC02Me and subsequent 
methylation of the enolate with Me2S04 gives a mixture of 
a- (dime thoxyme thyl) -p-methoxypropionitrile (I), cis- and 
trans-a- (methoxymethylene) -p-methoxypropionitrile (cis-II and 
trans-II) and a- (dimethoxy-methyl ) acrylonitrile (III). To determine I, 
mix 0.2 ml. of sample with 0.8 ml. of CC14 and measure the absorbance 
between 2260 and 2240 cm.-l, comparing with a known sample. To determine cis- 
II, dissolve 0.15-0.3 g. of sample in 5 ml. of HOAc. Add 3 ml. of C5H5N 
(2.5% in HOAc) and 3 ml . of 2.5% Hg(OAc)2 in HOAc, shake, and add 20 ml. 
of 0.05N Br in HOAc. Close the flask and let stand 2 min. at room temperature 
Now add 5 ml. of 20% KI and 20 ml. of H20 and titrate with Na2S203. To 
determine III, mix 2 g. of sample with 50 ml. of H20 and neutralize with N HC1 
against thymolphthalein . Add 25 ml. of 2M NaHS03, then 25 ml. of N H2S04. 
Let stand 1 nr., then add 5-6 drops of Alizarin Yellow solution and titrate 
with N NaOH to a green-blue color. trans-II is calculated by difference. 

IT 1608-83-9, Propionaldehyde, 2-cyano-3-methoxy-, dimethyl acetal 
(determination in intermediates in thiamine manufacture) 

RN 1608-83-9 CAPLUS 

CN Propanenitrile, 3, 3-dimethoxy-2- (me thoxyme thyl ) - (9CI) (CA INDEX NAME) 



CN OMe 
MeO- CH2~ CH- CH~ OMe 

(detn. of, in intermediates in thiamine manuf. 
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TI Use of an ion-exchange resin as a catalyst in the synthesis of 

2- dimethoxymethyl-3-methoxypropionitrile 

AU Tursin, V. M. ; Chebotareva, L. G. ; Groizik, T. Yu. 
CS Ail-Union Sci.-Res. Vitamin Inst., Moscow 

SO Zhurnal Prikladnoi Khimii ( Sankt-Peterburg, Russian Federation) (1965), 
38(2), 443-5 

CODEN: ZPKHAB; ISSN: 0044-4618 
DT Journal 
LA Russian 

AB 2-Methoxymethylene-3-methoxypropionitrile (I) was prepared from 

3- methoxypropionitrile by a method used for the synthesis of 
2-alkoxymethylene-3-methoxypropionitriles (Chelintsev and Benevolens Raya, 
CA 40, 40693; Fodor, et al., CA 46, 6654b). To a suspension of NaOMe 
prepared in toluene, a mixture of Et formate and 3-methoxypropionitrile was 
added at 0-5°; then the temperature of the reaction mixture was gradually 
raised to 20° under agitation. The mixture was kept 12-16 hrs., 

cooled to 0-5°, and the Na salt of 2-hydroxymethylene-3- 

methoxypropionitrile methylated to I by adding Me2S04 at such a rate that 
the temperature did not rise above 50°. I b2 90-5°. To prepare 

2- dialkoxymethyl-3-methoxypropionitriles from 2-alkoxymethylene 

3- methoxypropionitriles, addition of an ale. to the double bond is usually 
carried out by employing NaOH as a catalyst. In this instance, the 
anion-exchange resin AV-17 in its OH form, obtained by converting the NMe3 
form with NaOH, was used to prepare 2-dimethoxymethyl-3-methoxypropionitrile 
(II) from I. A mixture of 15 ml. MeOH, 23.8 g. I, and 5 g. AV-17 in the OH 
form was stirred for 3 hrs. at 25-30° to give 73.8% II, b2 

75-80°. 

IT 1608-83-9, Propionaldehyde, 2-cyano-3-methoxy-, dimethyl acetal 

(preparation of) 
RN 1608-83-9 CAPLUS 

CN Propanenitrile, 3, 3-dimethoxy-2- (methoxymethyl) - (9CI) (CA INDEX NAME) 



CN OMe 

I I 

MeO- CH2- CH- CH~ OMe 
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TI Derivatives of glutarimide likely to possess therapeutic activity 
AU El-Zanfally, S.; Khalifa, M. ; Abou-Zeid, Y. M. 
CS Univ. Cairo 

SO Journal of Pharmaceutical Sciences (1965), 54(3), 467-9 

CODEN: JPMSAE; ISSN: 0022-3549 
DT Journal 
LA English 

AB Fusion of substituted glutamic acid anhydrides, I (R = 0) , with either 

NH2CONH2 or (NH4)2C03 gave the corresponding glutarimides I (R = NH) . The 
following I derivs. were listed (R, Rl, R2, and m.p. given): O, H, H, 
170°; O, Me, Me, 176°, O, H, Ph, 166°; NH, H, H, 
221°, NH, Me, Me, 222°; NH, H, Ph, 188-90°. 

IT 1608-83-9, Propionaldehyde, 2-cyano-3-methoxy-, dimethyl acetal 
(preparation of) 

RN 1608-83-9 CAPLUS 

CN Propanenitrile, 3, 3-dimethoxy-2- (methoxymethyl) - (9CI) (CA INDEX NAME) 



CN OMe 
I I 

MeO- CH2~ CH~~ CH~ OMe 
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TI Pyrimidine derivatives. XXIX. Reactions of 3-ethoxy-2- 

methoxymethylenepropionitrile and 3-ethoxy-2-ethoxymethoxymethylpropionitr 
ile with urea and thiourea derivatives 

AU Takamizawa, Akira; Hirai, Kentaro; Sato, Yoshiro; Tori, Kazuo 

CS Shionogi Co., Ltd., Osaka, Japan 

SO Journal of Organic Chemistry (1964), 29(7), 1740-3 

CODEN: JOCEAH; ISSN: 0022-3263 
DT Journal 
LA Unavailable 
OS CASREACT 61:40413 

AB cf. CA 61, 3104b. 3-Ethoxy-2-methoxymethylenepropionitrile (I) or its 
acetal (II) undergoes condensation with urea, N-substituted ureas, 
thiourea, and N-substituted thiourea. The condensation was carried out by 
heating I or II in EtOH in the presence of HC1, with urea to obtain 
directly 5-cyano-2-oxo-l, 2, 3, 4-tetrahydropyrimidine (III); with 
N, N 1 -dimethylurea to yield 5-cyano-l, 3-dimethyl-2-oxo-l, 2 , 3, 4- 
tetrahydropyrimidine; with N-methylurea to give a mixture of 
5-cyano-l-methyl-2-oxo- -1, 2, 3, 4-tetrahydropyrimidine and the isomeric 
3-methyl analog, which was separated into each isomer, and with N-phenylurea 
to obtain exclusively IV. Further dehydrogenation of these compds. made 
possible a new synthetic route to pyrimidines. The condensation was also 
carried out with thiourea and I or II in ale. in the presence of HC1 to 
obtain 5-cyano-2-oxo-6H-2 , 3-dihydro-l, 3-thiazine (V) and with 
N-phenylthiourea to give V and aniline. Elucidation of the structures of 
these compds. was described. 

IT 75033-03-3, Propionitrile, 3-ethoxy-2- (ethoxymethyl) -3-methoxy- 
( reaction with thiourea or urea derivs . ) 

RN 75033-03-3 CAPLUS 

CN Propanenitrile, 3-ethoxy-2- (ethoxymethyl) -3-methoxy- (9CI) (CA INDEX 
NAME) 



CN OMe 

I I 

EtO- CH2~ CH- CH- OEt 
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TI Pyrimidine derivatives. XXVII. Reactions of amidines with 

3-ethoxy-2-methoxymethylenepropionitrile, 3-ethoxy-2- 

ethoxymethoxymethylpropionitrile, ethyl 3-ethoxy-2- 

methoxymethylenepropionate, and ethyl 3-ethoxy-2- 

ethoxymethoxymethylpropionate 
AU Takamizawa, Akira; Hirai, Kentaro 
CS Shionogi Co., Osaka, Japan 

SO Chemical & Pharmaceutical Bulletin (1964), 12(4), 393-7 

CODEN: CPBTAL; ISSN: 0009-2363 
DT Journal 
LA Unavailable 

AB cf. CA 52, 18411h; 60, 1747d. In general, a mixture of 0.01 mole 

RC( :NH)NH2.HC1 (I) and absolute EtOH containing 0.01 mole Na was kept 1 hr. at 
room temperature, then refluxed 5 hrs . with 0.01 mole EtOCH2C ( : CHOMe) CN, after 
which the filtrate from the reaction mixture was evaporated in vacuo, and the 
residue purified by A1203 chromatography, distillation, or recrystn. to give II 
(Rl = OEt) (R, % yield, and m.p. given): H, 61, .apprx.79° [picrate 
m. 186° (decomposition); HC1 salt m. 196° (decomposition)]; Pr, 51.3, 
42° (bl 108-15°); and Ph, 44, 132°. Similarly, 
refluxing 0.02 mole I 5 hrs. with 0.02 mole Na and 0.01 mole 
EtOCH2CH(CN) CH(OEt)OMe (III) in absolute EtOH gave 2 , 7-disubstituted 
5, 6-dihydropyrimido [4, 5-d] pyrimidine (IV) (R, % yield, and m.p. given) Pr, 
4.6, 96°; and Ph, 22.7, 212°. Hydrolysis of IV (R = Pr and 
Ph) gave, resp., 26% II (R = Pr, Rl = PrCONH) (V), m. 179°, and 47% 
II (R = Ph, Rl = BzNH), m. 219-20°. Further hydrolysis of V gave 
79.2% II (R = Pr, Rl = NH2) (HC1 salt m 210°), and this was 
reconverted to V with PrCOCl. Ill also reacted with I (R = H) , but the 
expected IV could not be isolated, although the ultraviolet (UV) 
absorption of the reaction mixture confirmed its presence. Isolated instead 
was 6.6% II (R = H, Rl = OHCNH) (VI), m. 171-2°; picrate m. 
265° (decomposition). VI was hydrolyzed to 97.2% II (R = H, Rl = H2N) 
(HC1 salt m. >290°), which was reconverted to VI with HCONH2 . 
Stirring 0.02 mole I with 0.02 mole Na and 0.02 mole EtOCH2C (: CHOMe) C02Et 
(VII) in absolute EtOH 3 hrs. <10° and 2 hrs. at 40°, evaporating the 
filtrate from the reaction mixture in vacuo, heating the residue with 10% 
NaOH on a steam bath, neutralizing with AcOH, and extracting with CHC13 gave 
the pyrimidinol derivs . (VIII) (R, % yield, and m.p. given): H, 27, 
98°; Pr, 25, 131°; Ph, 53, 157°; and PhCH2, 7.2, 
148°. VIII (R = Ph) (1 g.) heated 3 hrs. at 78° with POC13 
underwent conversion of the 4-OH to the 4-C1 group to yield 1.05 g. chloro 
derivative, m. 91°, and this (0.5 g.) heated 3 hrs. at 140° with 
15% NH3-EtOH yielded 0.3 g. 4-H2N derivative, m. 134°. VIII (R = Ph) 
was also obtained by the use of EtOCH2CH [CH (OMe) (OEt)]C02Et in place of 
VII in the above procedure. UV spectral data were reported for all the 
pyrimidine derivs. here synthesized. 

IT 75033-03-3, Propionitrile, 3-ethoxy-2- (ethoxymethyl) -3-methoxy- 
( reaction with amidines) 

RN 75033-03-3 CAPLUS 

CN Propanenitrile, 3-ethoxy-2- (ethoxymethyl) -3-methoxy- (9CI) (CA INDEX 
NAME) 



Page 71 



10/816,554 (int) 



CN OMe 
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EtO- CH2~ CH~ CH- OEt 
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TI Stable, concentrated aqueous solutions of glyceryl a- (2- 

methoxyphenyl ) ether and glyceryl ct-(o-tolyl) ether 
IN Heymons, Albrecht; Gansau, Helmut 
PA Riedel-de Haen Akt.-Ges. 
DT Patent 
LA Unavailable 
FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI DE 1008870 19570523 DE 1955-R17877 19551202 

AB Equal amts . of the title ethers are dissolved jointly in H20 to give 
concentrated solns. E.g., H20 at 20° dissolves only 4% a-glyceryl 
2-methoxyphenyl ether (I) or 20% a-glyceryl o-tolyl ether (II) . If 
5 g. I and 5 g. II are melted at 100° and treated with 10 g. cold 
H20, a stable 50% solution results. 

IT 75033-03-3, Propionaldehyde, 2-cyano-3-ethoxy-, ethyl Me acetal 
(preparation of) 

RN 75033-03-3 CAPLUS 

CN Propanenitrile, 3-ethoxy-2- (ethoxymethyl) -3-methoxy- (9CI) (CA INDEX 
NAME) 



CN OMe 

I I 

EtO- CH2~ CH- CH- OEt 
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TI a-Alkoxymethylene-p-alkoxypropionitrile 

IN Takamizawa, A.; Ikawa, Kenji; Hayashi, Sadao; Tanii, Minoru; Narisada, 

Masayuki 
PA Shionogi & Co., Ltd. 
DT Patent 
LA Unavailable 
FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI JP 34000771 19590218 JP 

AB a-Methoxyethoxymethyl-p-ethoxypropionitrile (57 g.) and 3 drops 

50% NaOH is heated at 130° 30 min., evaporated, and the residue distilled 
in vacuo to give 10.5 g. a-ethoxymethoxymethylacrylonitrile, b3 
62-3°, 22.5 g. a-ethoxymethoxymethyl-p- 

ethoxypropionitrile, b3 95-6°, and 7.5 g. a-methoxymethylene- 

p-ethoxypropionitrile, b3 102-5°. Similarly are prepared 

a-diethoxymethylacrylonitrile, b30 106°, and 

a-ethoxymethylene-p-ethoxypropionitrile, b2 94°. 
IT 75033-03-3, Propionaldehyde, 2-cyano-3-ethoxy-, ethyl Me acetal 

(preparation of) 
RN 75033-03-3 CAPLUS 

CN Propanenitrile, 3-ethoxy-2- (ethoxymethyl ) -3-methoxy- (9CI) (CA INDEX 
NAME) 



CN OMe 

I I 

EtO- CH2~ CH- CH- OEt 
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AN 1960:33920 CAPLUS 
DN 54:33920 
OREF 54:6551e-g 

TI ot-Dialkoxymethyl-p-alkoxypropionitrile 

IN Takamizawa, Akira; Ikawa, Kenji; Hayashi, Sadao; Tanii, Tsuyoshi; 

Narisada, Masayuki 
PA Shionogi & Co., Ltd. 
DT Patent 
LA Unavailable 
FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI JP 34000770 19590218 JP 

AB CH2:C[CH(ORl)OR2]CN (I) is treated with ROH in the presence of acidic or 

alkaline substance to obtain ROCH2CH [CH (OR1) OR2] CN (II). Thus, 11 g. I (Rl = 

Me, R2 = Et) in 100 mL. C6H6 treated with 2 g. NaOH in 20 mL. MeOH, 

stirred 4 h. at 20°, the C6H6 layer washed with H20 and distilled 

gives 11 g. trialkoxynitrite, b6 104-6°, composed of a mixture of II 

(Rl = Me = R2, R = Et) and II (Rl = Et, R2 = Me = R) . Similarly, 15 g. I 

(Rl = Et = R2) and 25 mL. EtOH yields 16 g. II (R = Rl = R2 = Et) , b3 

104-5°; 6 g. I (Rl = Me, R2 = Et) and 25 mL. PhCH20H yields 5.8 g. 

II, bl 180°, composed of a mixture of II (Rl = PhCH2, R2 = Me, R = 

Et) and II (Rl = PhCH2, R2 = Et, R = Me) . 

IT 7214-72-4, Propionitrile, 3, 3-diethoxy-2- (ethoxymethyl) - 

98553-05-0, Propionitrile, 2- (ethoxymethyl ) - 3, 3-dimethoxy- 
98553-06-1, Propionitrile, 3-ethoxy-3-methoxy-2- (methoxymethyl) - 
(preparation of) 

RN 7214-72-4 CAPLUS 

CN Propanenitrile, 3, 3-diethoxy-2- (ethoxymethyl ) - (9CI) (CA INDEX NAME) 



CN OEt 
I I 

EtO- CH2~ CH- CH- OEt 

RN 98553-05-0 CAPLUS 

CN Propionaldehyde, 2-cyano-3-ethoxy-, dimethyl acetal (6CI) (CA INDEX NAME) 

J 

CN OMe 

I I 

EtO- CH2~ CH- CH- OMe 

RN 98553-06-1 CAPLUS 

CN Propionaldehyde, 2-cyano-3-methoxy-, ethyl methyl acetal (6CI) (CA INDEX 
NAME) 



CN OMe 

I I 

MeO- CH2~ CH- CH- OEt 
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AN 1959:122214 CAPLUS 

DN 53:122214 

OREF 53:21977i,21978a-e 

TI Syntheses of pyrimidine derivatives. XVI. Synthesis of 

2-ethoxymethylene-3-acetoxypropionitrile 
AU Tokuyama, Kanji 
CS Shionogi & Co., Amagasaki 
SO Yakugaku Zasshi (1959), 79, 819-24 

CODEN: YKKZAJ; ISSN: 0031-6903 
DT Journal 
LA Unavailable 

AB EtOCH2CH[CH(OMe)OEt]CN (61 g.), 100 g. Ac20, and 1 drop concentrated H2S04 
heated 4 hrs . at 140° to distil 50 g. AcOEt and the residue distilled 
gave 29 g. AcOCH2C ( : CHOEt ) CN (I), b4 158-60°, n20.5D 1.4600. I 
(6.7 g.) in 1.2 g. Na and 40 ml. EtOH refluxed 3 hrs., kept overnight, and 
the product distilled gave 3 g. EtOCH2CH [CH (OEt ) 2] CN, b4 103-8°. I 
(16 g.) in 160 ml. C6H6 stirred 3 hrs. at 10° with 20 ml. 30% NaOH 
and the C6H6 layer distilled gave 1.7 g. CH2 : C [CH (OMe) OEt] CN (II), b7 
88-90°. MeC ( :NH) NH2 (from 4 g. HC1 salt, 0.8 g. Na, and 15 ml. 
MeOH) and 1.7 g. II kept overnight, heated 2 hrs. at 50°, and the 
product concentrated gave 1.1 g. 2 -methyl-4-amino-5- (acetamidomethyl ) pyrimidine 
(III), m. 204-5°. On catalytic reduction 1.7 g. II in 50 ml. EtOH 
with 0.5 g. 2.5% Pd-C absorbed 240 ml. H and gave 0.8 g. MeCH [CH (OEt) 2] CN, 
b3 95-6°. I (5 g.) in 15 ml. liquid NH3 kept 35 days at room 
temperature, the solution concentrated, and the residue treated with Me2CO 

gave 1.6 g . 

AcNH2, m. 80°, and 3 g. HOCH2C ( : CHNH2 ) CN (IV), oil, n20.5D 1.5310. 

MeC ( :NH) OMe (from 4.6 g. HC1 salt, 1 g. Na, and 20 ml. EtOH) treated with 

2 g. IV, kept overnight, heated 8 hrs. at 50°, dry HC1 gas passed 

in 3 hrs. at 10-15°, the EtOH removed, the residue make alkaline with 

Na2C03, washed with AcOEt, made alkaline with NaOH, and the oily product 

treated with picric acid gave picrate of 2-methyl-4-amino-5- 

(hydroxymethyl) pyrimidine (V), m. 196°. MeC ( :NH) NH2 . HC1 (6 g.), 

0.8 g. Na, 15 ml. MeOH, and 2.5 g. I kept overnight, heated 20 hrs. on a 

H20 bath, the solution concentrated, the residue refluxed 1 hr. with 20 ml. 10% 

NaOH, cooled, and 50% NaOH added gave 1.3 g. Ill, m. 204-6° (H20) . 

Or, 75 ml. EtOH, 5 g. Na, and 23 g. MeC ( :NH) NH2 . HCl refluxed 20 hrs. with 

17 g. I, the solution concentrated, and the residue in Me2CO treated with A1203 

gave 2.1 g. Ill, m. 204-5°, the mother liquor gave 0.5 g. 

2, 7-dimethyl-3, 4-dihydropyrimido [4, 5-d] pyrimidine (VI) (picrate m. 

200°) and 1.7 g. V (picrate m. 196°). Or, 9 ml. EtOH, 0.8 

g. Na, 4 g. MeC ( :NH) NH2 . HCl, and 1.7 g. I in a sealed tube heated 16 hrs. 

at 100° and the product treated as above gave 0.8 g. Ill, m. 

204-5°; heating 20 hrs. at 80° yielded 0.62 g. Ill and 0.09 

g. V; heating 20 hrs. at 50° gave 0.1 g. Ill and 0.17 g. V, and 

0.13 g. VI (picrate m. 203°). VI (prepared from 1.9 g. 

EtOCH2CH[CH(OMe)OEt]CN in EtOH and 0.6 g. AcOH in a sealed tube) heated 1 
hr. at 100° and the product treated as usual gave 1.1 g. Ill, m. 
203-4°. 

IT 7214-72-4, Propionaldehyde, 2-cyano-3-ethoxy-, diethyl acetal 

(preparation of) 
RN 7214-72-4 CAPLUS 

CN Propanenitrile, 3, 3-diethoxy-2- (ethoxymethyl) - (9CI) (CA INDEX NAME) 
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AN 1959:122211 CAPLUS 
DN 53:122211 
OREF 53:21976e-g 

TI Syntheses of pyrimidine derivatives. XIII. Reaction of 
2-methoxy (ethoxy) methyl-3-ethoxypropionitrile and ethyl 
2-methoxy (ethoxy) methyl-3-ethoxypropionate with liquid ammonia 

AU Takamizawa, Akira; Tokuyama, Kanji 

CS Shionogi & Co., Amagasaki 

SO Yakugaku Zasshi (1959), 79, 670-3 
CODEN: YKKZAJ; ISSN: 0031-6903 

DT Journal 

LA Unavailable 

AB EtOCH2CH[CH(OMe)OEt]CN (2 g. ) in 12 ml. liquid NH3 concentrated in vacuo to 
obtain a product containing EtOCH2C ( : CHNH2 ) CN, this (2.5 g.) added to 
MeC ( : NH) OMe (I) (from 3 g. HC1 salt, 0.5 g. Na and 25 ml. MeOH) , kept 
overnight at room temperature, the solution at 10-15° treated by passing in 
dry HC1 gas, kept overnight, the MeOH removed, the residue made alkaline with 
Na2C03, washed with AcOEt, made strongly alkaline with NaOH, the product in 
C6H6 refined with A1203, and treated with picric acid gave 30 mg. 
2-methyl-4-amino-3- (ethoxymethyl) pyrimidine picrate, columns, m. 
189°. Similarly, 2 g. EtOCH2CH [CH (OMe) OEt] C02Et and 10 ml. liquid 
NH3 gave a product containing EtOCH2C ( : CHNH2) C02Et ) ; this and I (from 1 g. 
I.HC1) gave 2 -methyl-4 -hydroxy- 5- (ethoxymethyl) pyrimidine (II), m. 
178°. EtOCH2C( :CHOMe)C02Et (2 g.) in 10 ml. liquid NH3 kept 
overnight and the product concentrated in vacuo gave 1.5 g. mixture of 
EtOCH2C( :CHNH2)C02Et and EtOCH2C ( : CHNH2 ) CONH2 ; this (1.1 g. ) and I (from 2 
g. I.HC1, 0.2 g. Na, and 20 ml. MeOH) kept overnight, refluxed 8 hrs . , and 
the product treated as above gave 0.5 g. II, m. 177-8°. 

IT 75033-03-3, Propionitrile, 3-ethoxy-2- (ethoxymethyl) -3-methoxy- 
( reaction with liquid NH3) 

RN 75033-03-3 CAPLUS 

CN Propanenitrile, 3-ethoxy-2- (ethoxymethyl) -3-methoxy- (9CI) (CA INDEX 
NAME) 



CN OMe 

I I 

EtO- CH2~ CH- CH- OEt 
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AN 1959:89406 CAPLUS 

DN 53:89406 

OREF 53:16115h-i,16116a-d 

TI Syntheses of pyrazole derivatives. II. Reaction of the related compounds 

of propionitrile derivatives with arylhydrazines 
AU Takamizawa, Akira; Hayashi, Sadao 
CS Shionogi & Co., Amagasaki 
SO Yakugaku Zasshi (1959), 79, 339-43 

CODEN: YKKZAJ; ISSN: 0031-6903 
DT Journal 
LA Unavailable 

AB MeCH[CH(OMe)OEt]CN (I) (5.2 g. ) in 25 mL. Et20 added dropwise into 3.2 g. 
LiAlH4 in 100 mL. Et20 at -3°, stirred 1 h., kept 2 h. at room 
temperature, heated 30 min. at 33°, cooled at 0°, 30 mL. H20 

added, stirred 30 min. with 100 mL. 20% NaOH and the Et20 layer concentrated 
gave 3.3 g. MeCH [CH (OMe) OEt] CH2NH2 (II), b33 85-7°, n22D 1.4273. 
EtOCH2CH[CH(OMe)OEt]CN (18.7 g.) in 100 mL. Et20 treated dropwise with 7.6 
g. LiAlH4 in 300 mL. Et20 at 0°, stirred 2 h., H20 added, the solution 
treated with 300 mL. 10% NaOH and the Et20 layer distilled gave 2.5 g. 
EtOCH2CH[CH(OMe)OEt]CH2NH2 (III), b3.5 80-2°, n22D 1.4345. II (0.5 
g.), 0.52 g. p-02NC6H4NHNH2 (IV), 3 mL. concentrated H2S04 and 25 mL. EtOH 
refluxed 30 min., the EtOH removed, the residue made alkaline with K2C03 and 
the product extracted with AcOEt gave 0.2 g. 1- (p-nitrophenyl) -4- 
methylpyrazole (V), needles, m. 125-6° (EtOH); the mother liquor 
yielded 0.15 g. p-C6H4 (NH2 ) 2 . 2HC1, m. 275° (decomposition). The above 
reaction with 0.7 g. Ill, 0.67 g. IV, 4 mL. HC1 and 30 mL. EtOH gave 0.4 
g. V. Catalytic reduction of 0.18 g. V in 1 mL. 5% HC1 and 34 mL. EtOH with 
0.1 g. 2.5% Pd-C absorbed 65.5 mL. H and gave 1- (p-aminophenyl) -4- 
methylpyrazole-HCl (VI), columns, m. 270-2° (decomposition) (EtOH). V 
(0.42 g.) in 0.8 mL. 20% NaOH and 30 mL. H20 treated dropwise with 0.82 g. 
KMn04 in 30 mL. H20, heated 1 h., the solution acidified with 10% HC1 and the 
precipitate recrystd. (EtOH) gave 0.04 g. 1- (p-nitrophenyl) -4-carboxypyrazole 
(VII), plates, m. 250°. Ill (4.71 g.), 4.53 g. PhNHNH2 (VIII), 14 
mL. HC1 and 60 mL. EtOH refluxed 1 h. and the product treated as usual 
gave 2.5 g. l-phenyl-4-methylpyrazole (IX), b3.5 103-6°, needles, 
m. 47°; IX. Mel. HI, m. above 290°. Reaction of II and VIII 
in HC1 and EtOH yielded a resinous substance. Nitration of IX with 
H2S04-HN03 yielded 78% V, m. 123°. I (0.4 g.), 0.4 g. IV, 2.5 mL. 
HC1 and 23 mL. EtOH refluxed 45 min. and the product treated as usual gave 
0.5 g. 1- (p-nitrophenyl) -4-methyl-5-aminopyrazole (X), plates, m. 
166° (EtOH); X and Ac20 gave a mono-Ac derivative of X, needles, m. 
225°. X (0.23 g.) in 0.2 mL. concentrated H2S04 and 5 mL. H20 at 
0° treated dropwise with 0.08 g. NaN02 in 1 mL. H20, stirred 15 
min., the solution treated with an alkaline solution of 2-C10H7OH and the 
product 

filtered gave 0.2 g. 5- (2-C10H7ON :N) analog of X, red, m. 260° 

(decomposition). Deamination of 0.43 g. X by diazotization yielded 0.08 g. V, 

m. 125-6°. Oxidation of 1.05 g. X with KMn04 yielded 20 mg. 

P-02NC6H4NH2, m. 150-2°. I (2.7 g.), 2.45 g. VIII, 10 mL. HC1 and 

50 mL. EtOH refluxed 1 h. and the product treated as usual gave 2.5 g. 

l-phenyl-4-methyl-5-aminopyrazole (XI), b3.5 155°, columns, m. 

85°; XI.HC1 m. 211-12° (decomposition). Nitration of XI gave no 

crystalline product. 
IT 75033-03-3, Propionitrile, 3-ethoxy-2- (ethoxymethyl ) -3-methoxy- 

(and its reaction with hydrazines) 
RN 75033-03-3 CAPLUS 

CN Propanenitrile, 3-ethoxy-2- (ethoxymethyl ) -3-methoxy- (9CI) (CA INDEX 
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NAME) 

CN OMe 
I I 

EtO- CH2~ CH- CH- OEt 



Page 80 



10/816,554 (int) 



L10 ANSWER 60 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 
AN 1959:89405 CAPLUS 
DN 53:89405 
OREF 53:16115c-h 

TI Syntheses of pyrazole derivatives. I. Reaction of the propionitrile 

derivatives with hydrazine derivatives. 1 
AU Takamizawa, Akira; Hayashi, Sadao 
CS Shionogi & Co., Amagasaki 
SO Yakugaku Zasshi (1959), 79, 334-8 

CODEN: YKKZAJ; ISSN: 0031-6903 
DT Journal 
LA Unavailable 

AB EtOCH2CH[CH(OMe)OEt]CN (I) (5. g.), 3.5 g. PhNHNH2 (II), 30 mL. EtOH, and 

5 mL. concentrated HC1 refluxed 1 h., the solvent removed, the residue in C6H6 
passed through A1203 and the 1st effluent concentrated gave 1.5 g. 
l-phenyl-4-cyanopyrazole (III), needles, m. 93-4°. Or, 1 g. 
EtOCH2C(:CHOMe)CN (IV), 1 g. II, 25 mL. EtOH and 3 mL. HC1 refluxed 1 h. 
and the product treated as above gave 0.22 g. III. Or, 1 g. 
CH2:C[CH(OEt)OMe]CN (V), 1 g. I, 25 mL. EtOH and 3 mL. HC1 treated as 
above gave 0.2 g. III. I (0.35 g.), 0.3 g. p-02NC6H4NHNH2 (VI), 2 mL. HC1 
and 25 mL. EtOH refluxed 0.5 h., the product concentrated and recrystd. 
(EtOHMe2CO) gave 0.25 g. 1- (p-nitrophenyl) -4-cyanopyrazole (VII), 
granules, m. 190-1°. Or, 0.3 g. IV, 0.3 g. V, 2 mL. HCl and 25 mL. 
EtOH as above yielded 0.17 g. VII. Or, 0.3 g. V, 0.32 g. VI, 3 mL. HCl 
and 20 mL. EtOH gave 0.15 g. VII. Similarly, 0.9 g. I, 0.75 g. 

m-02NC6H4NHNH2 (VIII), 1 mL. concentrated H2S04 and 30 mL. EtOH refluxed 1 h., 
the solvent removed, and the residue in C6H6 passed through A1203 gave 
0.15 g. 1- (m-nitrophenyl) -4-cyanopyrazole (IX), needles, m. 161-2° 
(dilute EtOH). I (1 g. ) , 0.95 g. VIII. HCl, 65 mL. EtOH and 5 mL. HCl 
refluxed 1 h. and the product treated as above gave 0.13 g. 
1- (m-nitrophenyl) 4-ethoxycarbonylpyrazole (X), needles, m. 161-2°. 
Or, 1.4 g. IV, 1.9 g. VIII. HCl, 1.9 g. HCl and 65 mL. HCl yielded 0.19 g. 
X. IV(1 g.), 1 g. II, 6 mL. HCl and 15 mL. EtOH gave 0.2 g. 
l-phenyl-4-carboxypyrazole, needles, m. 219-20° (C6H6) . Catalytic 
reduction of 0.3 g. VII in 35 mL. Me2CO, 25 mL. AcOEt and 0.5 mL. HCl with 
2.5% Pd-C absorbed 111.5 mL. H; concentrating the solution, alkalizing the 
residue 

with NaOH and refining the product in CHC13 through A1203 gave 0.2 g. 
1- (p-aminophenyl) -4-cyanopyrazole, plates, m. 174-5° (C6H6) . VII 
(0.2 g.) in 30 mL. EtOH and 6 mL. concentrated HCl refluxed 1 h. and the 
product 

concentrated gave 0.15 g. 1- (p-nitrophenyl) -4-ethoxycarbonylpyrazole, columns, 
m. 183-4°. VII (0.35 g. ) in 12 mL. concentrated HCl and 10 mL. H20 
refluxed 1 h., cooled, the product filtered off and sublimed in vacuo gave 
0.2 g. 1- (p-nitrophenyl) -4-carboxypyrazole, granules, m. 250°. 

IT 75033-03-3, Propionitrile, 3-ethoxy-2- (ethoxymethyl ) -3-methoxy- 
(and its reaction with hydrazines) 

RN 75033-03-3 CAPLUS 

CN Propanenitrile, 3-ethoxy-2- (ethoxymethyl) -3-methoxy- (9CI) (CA INDEX 
NAME) 



CN OMe 

I I 

EtO- CH2~ CH- CH- OEt 



Page 81 



10/816,554 (int) 
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AN 1959:29123 CAPLUS 
DN 53:29123 
OREF 53:5276a-e 

TI Syntheses of pyrimidine derivatives. XI. Intermediates in the reaction of 

2-dialkoxymethyl-3-alkoxypropionitriles with acetamidine 
AU Takamizawa, Akira; Hayashi, Sadao; Tori, Kazuo 
CS Shionogi & Co., Amagasaki 
SO Yakugaku Zasshi (1958), 78, 1166-70 

CODEN: YKKZAJ; ISSN: 0031-6903 
DT Journal 
LA Unavailable 

AB cf. CA. 52, 18410f. EtONa (70 mL. EtOH and 5.1 g. Na) treated with 19 g. 
MeC( :NH)NH2.HC1 (I) and 17.7 g. EtOCH2CH [CH (OEt ) OMe] CN heated 2 h. at 
30-5°, kept overnight at room temperature, the solution at 0-2° 
treated by passing in dry HCl gas for 6 h., the NaCl filtered off, the 
EtOH removed in vacuo, the residue in a small amount of H20 treated with Na 
picrate, and the precipitate filtered off gave 5.4 g. Et 

2-methyl-3, 4-dihydro-5- 

pyrimidinecarboxylate (II) picrate, plates, m. 216-18°, and 1.2 g. 
2-methyl-4-amino-5- (ethoxymethyl) pyrimidine (III) picrate, needles, m. 
187°. II picrate (0.5 g.) in 35 mL. EtOH and 15 mL. CHC13 passed 
through 65 g. A1203 and the effluent concentrated gave 0.1 g. of a free base of 
II, needles, m. 148-9° (C6H6) . Or, EtONa (70 mL. EtOH and 5.1 g. 
Na), 19 g. I, and 17.7 g. EtOCH2CH [CH (OEt ) OMe] CN treated 2 h. at 
30-5°, kept overnight at room temperature, the solution at 10° 
treated with dry HCl gas for 6 h., the EtOH removed, the residue in H20 
made alkaline with 5% Na2C03, and the product extracted with AcOEt gave 0.34 g. 
II, m. 148-9° (C6H6); the mother liquor treated with 50% NaOH and 
the oily layer extracted with C6H6 gave 1.6 g. Ill, m. 83-6°. EtONa 
(35 mL. EtOH and 2.6 g. Na) , 9.5 g. I, and 7.5 g. MeOCH2CH [CH (OMe) 2] CN 
treated as above and the product extracted with AcOEt gave 0.3 g. II, and the 
mother liquor treated with 50% NaOH to give 0.38 g. 2-methyl-4-amino-5- 
(methoxyethyl) pyrimidine, m. 108-13°; picrate, m. 208-9°. 

Catalytic reduction of 0.5 g. Et 2-methyl-4-chloro-5-pyrimidinecarboxylate in 
30 mL. EtOH with 0.5 g. 2.5% Pd-C (170 mL. H absorbed) and concentration of the 
product gave 0.45 g. Et 2-methyl-3, 4, 5, 6-tetrahydro-5- 
pyrimidinecarboxylate-HCl (IV), m. 138-9°; picrate, m. 

208-9°. Or, catalytic reduction of 0.12 g. Et 2-methyl-3, 4-dihydro-5- 

pyrimidinecarboxylate-HCl in 20 mL. EtOH with 0.05 g. Pd-C (15.3 mL. H 

absorbed) gave 0.1 g. IV. 
IT 1608-83-9, Propionaldehyde, 2-cyano-3-methoxy-, dimethyl acetal 

75033-03-3, Propionaldehyde, 2-cyano-3-ethoxy-, ethyl Me acetal 
(preparation of) 
RN 1608-83-9 CAPLUS 

CN Propanenitrile, 3, 3-dimethoxy-2- (methoxymethyl ) - (9CI) (CA INDEX NAME) 



CN OMe 

I I 

MeO- CH2~ CH- CH~ OMe 

RN 75033-03-3 CAPLUS 

CN Propanenitrile, 3-ethoxy-2- (ethoxymethyl) -3-methoxy- (9CI) (CA INDEX 
NAME) 
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CN OMe 

I I 

EtO- CH2~ CH- CH~ OEt 
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AN 1958:104294 CAPLUS 
DN 52:104294 
OREF 52:18411a-e 

TI Syntheses of pyrimidine derivatives. VIII. Syntheses of 

2-dialkoxymethyl-3-alkoxypropionit riles 
AU Takamizawa, Akira; Ikawa, Kenji; Narisada, Masayuki 
CS Shionogi & Co., Amagasaki 
SO Yakugaku Zasshi (1958), 78, 637-43 

CODEN: YKKZAJ; ISSN: 0031-6903 
DT Journal 
LA Unavailable 

AB Na (23 g.) in 200 mL. C6H6, 24 g. MeOH, 60 g. HC02Me, and 43 g. 

Me0CH2CH2CN reacted as usual for formation of Me0CH2C ( : CHONa) CN, this 

methylated with 126 g. Me2S04, the solution at 5-10° treated with 100 

mL. 45% NaOH, stirred 4 h. at 30°, the C6H6 layer washed with H20 

and distilled gave 36 g. MeOCH2CH [CH (OMe) 2 ] CN (I), b6 94°. Or, 4.5 g. 

CH2:C[CH(OMe)2]CN in 50 mL. MeOH containing 9.5% HC1 stirred 8 h. at room 

temperature, the solution adjusted to pH 7.0-7.2, the solution filtered, the 

MeOH 

removed and the residue extracted with C6H6 gave 1.2 g. I, b6 94°. 

Similarly, 184 g. Na in 2000 mL. C6H6, 368 g. EtOH, 400 g. EtO(CH2)2CN, 

600 g. HC02Et, 1010 g. Me2S04, and 300 mL. 50% NaOH yielded 545 g. 

EtOCH2CH[CH(OEt)OMe]CN (II), b3 96-7°, nD25 1.4258, d20 0.9816, and 

12 g. EtOCH2C( :CHOEt)CN (a-form) (III), b4 110°, nD25 1.4570, 

d30 0.9739. Ill (118 g.) in 1000 mL. C6H6, 128 g. MeOH, and 40 g. 50% 

NaOH reacted 5 days at room temperature, the C6H6 layer washed with H20 and 

distilled gave 125 g. product composed mainly of EtOCH2C ( : CHOMe) CN (IV), b8 

101-8°, nD25 1.4230. Ill (20 g.) in 100 mL. 10.26% HCl-EtOH 

stirred 8 h. at room temperature, the solution neutralized with Na2C03, the 

EtOH 

removed in vacuo and the residue extracted with C6H6 gave 18 g. 

EtOCH2CH[CH(OEt)2]CN (V), b3 95-6°, nD25 1.4220. Or, 23 g. Na in 

200 mL. C6H6, 32 g. EtOH, 74 g. HC02Et, 50 g. EtO(CH2)2CN, 154 g. Me2S04, 

and 100 mL. 45% NaOH reacted to give 62 g. V, b6 96°. Or, 23 g. Na 

in 200 mL. C6H6, 35 g. EtOH, 75 g. HC02Et, and 50 g. EtO(CH2)2CN reacted 

to give EtOCH2C (: CHONa) CN; this at 5-10° was treated dropwise with 

118 g. 95% H2S04 and 92 g. EtOH, stirred 2 h. at 30-40°, the solution 

at 5-10° stirred 4 h. at 5-10° with 100 mL. 50% NaOH to give 

22 g. V, b6 116°. CH2 : C [CH (OEt ) 2] CN (11.5 g.) in 100 mL. C6H6, 14 

g. EtOH, 10 g. MeOH, and 2 g. NaOH treated 24 h. at room temperature and the 

product distilled gave 10.5 g. EtOCH2CH [CH (OMe) OEt ) CN, b6 104-8°. 

IT 1608-83-9, Propionaldehyde, 2-cyano-3-methoxy-, dimethyl acetal 
7214-72-4, Propionitrile, 3, 3-diethoxy-2- (ethoxymethyl ) - 
75033-03-3, Propionitrile, 3-ethoxy-2- (ethoxymethyl ) -3-methoxy- 
(preparation of) 

RN 1608-83-9 CAPLUS 

CN Propanenitrile, 3, 3-dimethoxy-2- (methoxymethyl) - (9CI) (CA INDEX NAME) 



CN OMe 

I I 

MeO- CH2~ CH- CH- OMe 



RN 7214-72-4 CAPLUS 

CN Propanenitrile, 3, 3-diethoxy-2- (ethoxymethyl ) - (9CI) (CA INDEX NAME) 
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CN OEt 

I I 

EtO- CH2~ CH- CH- OEt 

RN 75033-03-3 CAPLUS 

CN Propanenitrile, 3-ethoxy-2- (ethoxymethyl) -3-methoxy- (9CI) (CA INDEX 
NAME) 

CN OMe 

I I 

EtO- CH2~ CH— CH- OEt 
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AN 1958:97528 CAPLUS 
DN 52:97528 
OREF 52:17115a-c 

TI 4-Oxooctanedioic acids from dilactones over a palladium catalyst 

IN Crawford, Robert J.; Engelhardt, Vaughn A. ; Holmquist, Howard E. 

PA E. I. du Pont de Nemours & Co. 

DT Patent 

LA Unavailable 

FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI US 2840608 19580624 US 1956-606561 19560828 

AB Dilactones are hydrogenated at pH <2 in contact with a Pd catalyst to 
yield 4-oxooctanedioic acids. Thus, a slurry of 25 g. 

[A2,2 ? (SH^'HJ-bifuranJ-S^'-dione (I), 4 ml. concentrated HC1, and 2.5 g. 
10% Pd-on-C catalyst in 200 ml. glacial HOAc was reduced in a Parr 
hydrogenation flask at room temperature The solvent was removed by 
distillation; the 

residue crystallized upon cooling. Recrystn. from CHC13, then from H20, 
yielded 10 g. 4-oxooctanedioic acid, m. 128-30°. I was prepared by 
charging into a pressure reactor 26 g. C2H2, 200 ml. Me2CO, and 1.5 g. 
dicobalt octacarbonyl, and heating with CO at 1000 atmospheric for 14-17 hrs . 
The product was filtered off and the brown solid extracted with EtOAc 24 hrs. 
to give 20 g. I, m. 229° (HOAc) . The 4-oxooctanedioic acids are 
valuable intermediates for condensation polymers, such as polyamides and 
polyesters . 

IT 7214-72-4, Propionitrile, 3, 3-diethoxy-2- (ethoxymethyl ) - 

(preparation of) 
RN 7214-72-4 CAPLUS 

CN Propanenitrile, 3, 3-diethoxy-2- (ethoxymethyl) - (9CI) (CA INDEX NAME) , 



CN OEt 

I I 
CH2-CH- CH~ 
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AN 1958:97527 CAPLUS 

DN 52:97527 

OREF 52: 171141, 17115a 

TI Acetals 

IN Takamizawa, Akira; Ikawa, Kenji 

PA Shionogi & Co. 

DT Patent 

LA Unavailable 

FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI JP 32010668 19571221 JP 

AB EtONa (23 g. Na in 200 ml. C6H6 treated with 35 g. 99% EtOH) treated 
dropwise with 75 g. HC02Et and 50 g. EtOCH2CH2CN, stirred 4 hrs . at 
10-15 °, kept overnight, the solution treated dropwise with a mixture of 
118 g. 95% H2S04 and 92 g. EtOH, stirred 2 hrs. at 30-40°, 100 ml. 
48% NaOH added, stirred 4 hrs., the product treated with 200 ml. H20 and 
the C6H6 layer distilled gave 32 g. EtOCH2CH (CN) CH (OEt ) 2, b3 94-6°. 
C1S020H may be used instead of H2S04. 

IT 7214-72-4, Propionaldehyde, 2-cyano-3-ethoxy-, diethyl acetal 
(preparation of) 

RN 7214-72-4 CAPLUS 

CN Propanenitrile, 3, 3-diethoxy-2- (ethoxyraethyl) - (9CI) (CA INDEX NAME) 



CN OEt 

I I 

EtO- CH2~ CH- CH- OEt 



Page 88 



10/816,554 (int) 



L10 ANSWER 65 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 

AN 1958:88367 CAPLUS 

DN 52:88367 

OREF 52:15598i,15599a-b 

TI a-Alkoxymethyl-p-alkoxypropionitriles and their derivatives 

IN Takamisawa, Ei; Ikawa, Kenji 

PA Shionogi & Co. 

DT Patent 

LA Unavailable 

FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI JP 31009979 B4 19561121 JP 

AB a-Ethoxymethylene-p-ethoxypropionitrile (10 g. ) (X 4.51, 

6.09, 8.31, and 8.18 )x) is dissolved in 10% ethanolic HC1, kept at 
0-2° 6 h., neutralized with NaHC03, filtered, the filtrate evaporated, 
and distilled in vacuo to afford 95% a-diethoxymethyl-p- 
ethoxypropionitrile (I), b4 105°, X 4.44, 8.98, and 9.46 
|a. Ethanolic H2S04, caustic alkali, ammonia, etc., are also applicable 
instead of ethanolic HC1. Similarly was prepared a-dibenzyloxymethyl- 
p-ethoxypropionitrile, b0.03 173-4°, n33D 1.5350, d32 . 1 

1.0837. Acetamidine hydrochloride (11 g.) is dissolved in Na alcoholate 
(prepared from 2.3 g. Na and 25 cc. MeOH) , stirred 1 h., 10 g. I added, 
stirred at 60° 4 h., cooled, filtered, the filtrate evaporated, 20 cc. 
H20 added, refluxed 2 h., filtered when hot, and the filtrate cooled to 
give 6.8 g. 2-methyl-4-amino-5- (acetamidomethyl ) pyrimidine-0 . 5H20, m. 
204-5°, intermediate for vitamin Bl. 

IT 7214-72-4, Propionitrile, 3, 3-diethoxy-2- (ethoxymethyl ) - 
(preparation of) 

RN 7214-72-4 CAPLUS 

CN Propanenitrile, 3, 3-diethoxy-2- (ethoxymethyl ) - (9CI) (CA INDEX NAME) 



CN OEt 

I I 

EtO- CH2~ CH- CH- OEt 



Page 89 



10/816,554 (int) 



L10 ANSWER 66 OF 68 CAPLUS COPYRIGHT 2006 ACS on STN 

AN 1958:56402 CAPLUS 

DN 52:56402 

OREF 52:10220i,10221a-d 

TI 2-Methyl-4-amino-5-acetarrudomethylpyrimidine 

IN Takamizawa, Akira; Ikawa, Kenji 

PA Shionogi Drug Manufg. Co. 

DT Patent 

LA Unavailable 

FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI JP 32003976 B4 19570620 JP 

AB MeONa (from 2.3 g. Na and 25 mL. MeOH) and 11 g. MeC ( :NH) NH2 . HC1 (I) 
stirred 1.5 h., heated 4 h. at 60° with 10 g. EtOCH2CH [CH (OEt ) 2] CN 
(II), b5 104°, prepared by the reaction of EtOH and 

EtOCH2C[ :CH(OEt) ] CN in the presence of acid or alkali, cooled, the NaCl 
and the solvent removed, the residue with 20 mL. H20 refluxed 2 h., the 
solution filtered while hot, and the filtrate cooled gave 6.8 g. 
2-methyl-4-amino-5-acetaminomethylpyrimidine-0 . 5H20 ( III ) , m. 
204-5°. MeONa (2.3 g. Na and 30 mL. MeOH) and 13 g. I stirred 1 h. 
left to stand overnight with 10 g. II, heated 4 h. at 60° with 2.5 
g. NH40H, and the product treated as above gave 6 g. III. I (11 g.) and 
9.35 g. EtOCH2CH[CH(OMe) (OEt) ] CN (b3 96°) treated as above gave 7.1 
g. III. I and II treated as above, the NaCl filtered off, and a part of 
the filtrate evaporated gave 2, 7-dimethyl-5, 6-dihydropyrimido- [4, 5- 
d]pyrimidine-2H20 (IV), m. 104-6°; IV heated with H20 or 5% NaOH 
yielded III. I (11 g.) and 12.5 g. MeOCH2CH [CH (OMe) 2 ] CN (b6 94°) 
treated as above gave 6.9 g. III. I (11 g.) and 12.7 g. 
EtOCH2CH[CH(OMe) (OCH2Ph) ] CN (b0.7 137-42°) gave 6.9 g. III. I (11 

g. ) and 12.7 g. EtOCH2CH [CH (OBu) 2] CN (b0.4 118°) gave 12.7 g. III. 

Na (6 g.) in 15 mL. MeOH and 200 mL. PhMe treated dropwise with a mixture of 
40 g. EtOCH2CH2CN and 33 g. HC02Et, heated 2 h. at 40°, stirred 2 

h. with 56 g. Mel, and the PhMe layer distilled gave 37 g. of mixed nitriles 
composed mainly of EtOCH2CH [CH (OMe) 2 ] CN; this 10 g. and 11 g. I yielded 

7.2 g. III. 

IT 1608-83-9, Propionaldehyde, 2-cyano-3-methoxy-, dimethyl acetal 
7214-72-4, Propionitrile, 3, 3-diethoxy-2- (ethoxymethyl ) - 
75033-03-3, Propionitrile, 3-ethoxy-2- (ethoxymethyl) -3-methoxy- 
98553-05-0, Propionitrile, 2- (ethoxymethyl) -3, 3-dimethoxy- 
100913-56-2, Propionitrile, 3, 3-dibutoxy-2- (ethoxymethyl) - 
(preparation of) 

RN 1608-83-9 CAPLUS 

CN Propanenitrile, 3, 3-dimethoxy-2- (methoxymethyl) - (9CI) (CA INDEX NAME) 



CN OMe 

I I 

MeO- CH2~ CH- CH~ OMe 



RN 7214-72-4 CAPLUS 

CN Propanenitrile, 3, 3-diethoxy-2- (ethoxymethyl) - (9CI) (CA INDEX NAME) 
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CN OEt 
I I 

EtO- CH2- CH- CH- OEt 

RN 75033-03-3 CAPLUS 

CN Propanenitrile, 3-ethoxy-2- (ethoxymethyl ) -3-methoxy- (9CI) (CA INDEX 
NAME) 

CN OMe 
I I 

EtO- CH2- CH- CH- OEt 

RN 98553-05-0 CAPLUS 

CN Propionaldehyde, 2-cyano-3-ethoxy-, dimethyl acetal (6CI) (CA INDEX NAME) 

CN OMe 

I I 

EtO~ CH2~ CH- CH- OMe 

RN 100913-56-2 CAPLUS 

CN Propionaldehyde, 2-cyano-3-ethoxy- / dibutyl acetal (6CI) (CA INDEX NAME) 

n-BuO CN 

I I 

n-BuO- CH- CH- CH2~ OEt 
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AN 1957:85825 CAPLUS 
DN 51:85825 
OREF 51:15555b-f 

TI Continuous production of trimethylolethane 

IN Robeson, Max O. 

PA Celanese Corp. of America 

DT Patent 

LA Unavailable 

FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. ' DATE 



PI US 2790837 19570430 US 1954-435348 19540608 

AB An improved process for the continuous preparation of trimethylolethane (I) is 
provided through simultaneously mixing EtCHO (II) 1, aqueous CH20 (III) 5-15 
(8-12 preferred), and aqueous NaOH (IV) 1.1-1.2 mol in a mixing device such as 
a pump wherein a homogeneous solution is produced in less than 1 min., 
passing the mixture through an adiabatic reactor where reaction is 
substantially completed at 40-55°, neutralizing the alkaline mixture 
containing 78-80% H20 to pH 5.5-7.0 (6.0-7.0 preferred) with HC02H, AcOH, 
H2S04, or H3P04, distilling the excess III at 10-30 (15-20 preferred) Ib./sq. 
in. and maximum temperature of 135°, mixing with an organic solvent such as a 
lower aliphatic ale, drawing off the solvent layer and removing the solvent 
as by steam stripping to give solid I. Thus, in parts/h., II (of 99% 
purity) 100, 20% aqueous III 2560, and IV 75 in H20 300 added continuously at 
an initial temperature of 24° passed through a reactor where the temperature 
rises to 49° in 20 min., the mixture allowed to react adiabatically a 
total of 1 h., acidified to pH 6.5 with AcOH, the III removed by 
continuous distillation at 125° and 15 lb./sq. in., the solution heated in 
an evaporator to get a sirup containing 70% solids, the sirup chilled to 
15°, the I crystals filtered off, washed with 25% their weight of ice 
H20, the mother liquor treated with an azeotropic mixture of iso-PrOH, the 
upper solvent phase steam-stripped, the resultant mixture concentrated until 

the 

temperature becomes 120°, the temperature dropped to 15°, and the 
crystals separated and washed with 25% their weight of ice H20 give 90% I. 

Five 

other examples, giving varying conditions, are cited. 

IT 87476-26-4, Propionitrile, 3, 3-dibutoxy-2- (butoxymethyl) - 
98553-05-0, Propionitrile, 2- (ethoxymethyl) -3, 3-dimethoxy- 
100913-55-1, Propionitrile, 3-butoxy-2- (butoxymethyl) -3-ethoxy- 
(preparation of) 

RN 87476-26-4 CAPLUS 

CN Propanenitrile, 3, 3-dibutoxy-2- (butoxymethyl ) - (9CI) (CA INDEX NAME) 



n-BuO CN 

I I 

n-BuO- CH- CH- CH2~ OBu-n 
RN 98553-05-0 CAPLUS 

CN Propionaldehyde, 2-cyano-3-ethoxy-, dimethyl acetal (6CI) (CA INDEX NAME) 
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CN OMe 

I I 

EtO- CH2~ CH- CH- OMe 

RN 100913-55-1 CAPLUS 

CN Propionaldehyde, 3-butoxy-2-cyano-, butyl ethyl acetal (6CI) (CA INDEX 
NAME) 

EtO CN 

I I 

n-BuO- CH- CH- CH2~ OBu-n 
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AN 1957:85824 CAPLUS 
DN 51:85824 
OREF 51:15555a-b 

TI l-Dialkoxymethyl-2-alkoxypropionit riles 

IN Takamizawa, Akira 

PA Shionogi Drug Manufg. Co. 

DT Patent 

LA Unavailable 

FAN.CNT 1 

PATENT NO. KIND DATE APPLICATION NO. DATE 



PI GB 769010 19570227 GB 

AB l-Dialkoxymethyl-2-alkoxypropionitriles, valuable as intermediates in 

preparing pyrimidines, are prepared by treating ROCH : C (OR* ) CN with R 1 f OH or 
ArCH20H and NaOH or Na2C03. E.g., 40 g. EtOCH:CHCN and 33 g. HC02Et is 
added to 10 g. Na and 10 g. MeOH in 100 mL. C6H6, the mixture heated at 
40° 2 h., 55.4 g. Me2S04 added, heated 2 h., treated with 50 mL. 
50% aqueous NaOH, stirred 3 h., and distilled to yield 44.8 g. product, 

containing 

mostly EtOCH2CH[CH(OMe)2]CN. Similarly are prepared: 
EtOCH2CH[CH(OMe) (OCH2Ph) ]CN, b0.7 137-42°; EtOCH2 CH [ CH ( OCH2 Ph ) 2 ] CN , 
b0.2 187°; BuOCH2 CH [ CH ( OBu ) 2 ] CN , b0.4 131-2°; 

BuOCH2CH[CH(OEt) (OBu) ]CN, b0.4 118°. All reactions give isomeric 
mixts . 

IT 87476-26-4, Propionitrile, 3, 3-dibutoxy-2- (butoxymethyl ) - 
98553-05-0, Propionitrile, 2- (ethoxymethyl ) -3, 3-dimethoxy- 
100913-55-1, Propionitrile, 3-butoxy-2- (butoxymethyl ) -3-ethoxy- 
(preparation of) 

RN 87476-26-4 CAPLUS 

CN Propanenitrile, 3, 3-dibutoxy-2- (butoxymethyl ) - (9CI) (CA INDEX NAME) 



n-BuO CN 
I I 

n-BuO- CH- CH- CH2~ OBu-n 
RN 98553-05-0 CAPLUS 

CN Propionaldehyde, 2-cyano-3-ethoxy-, dimethyl acetal (6CI) (CA INDEX NAME) 



CN OMe 

I I 

EtO- CH2~ CH- CH- OMe 

RN 100913-55-1 CAPLUS 

CN Propionaldehyde, 3-butoxy-2-cyano-, butyl ethyl acetal (6CI) (CA INDEX 
NAME) 



EtO CN 

I I 

n-BuO- CH- CH- CH2~ OBu-n 
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=> log y 

COST IN U.S. DOLLARS 



FULL ESTIMATED COST 

DISCOUNT AMOUNTS (FOR QUALIFYING ACCOUNTS) 
CA SUBSCRIBER PRICE 
STN INTERNATIONAL LOGOFF AT 16:25:08 ON 26 SEP 2006 



SINCE FILE 
ENTRY 
347.94 



SINCE FILE 
ENTRY 
-51.00 



TOTAL 
SESSION 
521.69 

TOTAL 
SESSION 
-51.00 
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